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Typical Product Specifications & Properties

4-CarBoxy-3-
fluoroBenzeneBoronicacid,pinacols

CAS Number: : 867256-77-7

Specifications || Limits
. B1(OC(C(O1)(C)C)
Isomeric SMILES (C)C)C2=CCE(=C(C=C2)C(=0)O)F
Polar Surface Area 558
Topological '
| Monolsotopic Weight || 266.1125673 |
| Molecular Formula || C13H16BFO4 |
| Molecular weight || |
Canonicalized 1
Compound
| Compound Complexity || 356 |
Hydrogen Bond 5
Acceptor Count
Hydrogen Bond Donor 1
Count
Rotatable Bond Count || 2
Allowed IUPAC Name s[ﬁggrrg—gi—ézt%ﬁe’rrome’rhyl—] ,3.2-dioxaborolan-2-
CAS-like Style IUPAC 2-fluoro-4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-
Name yhbenzoic acid
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Specifications || Limits

Markup IUPAC 2-fluoro-4-(4.4,5,5-tetramethyl-1,3,2-dioxaborolan-2-
Name yhbenzoic acid

Preferred IUPAC 2-fluoro-4-(4.4,5,5-tetramethyl-1,3,2-dioxaborolan-2-
Name yhbenzoic acid

Systematic IUPAC || 2-fluoranyl-4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-
Name yhbenzoic acid

Traditional IUPAC || 2-fluoro-4-(4.4,5,5-tetramethyl-1,3,2-dioxaborolan-2-
Name yhbenzoic acid

INChI=1S/C13H16BFO4/c1-12(2)13(3.4)19-14(18-12)8-5-6-

standard InChl 1/ 611 (16)17)10(15)7-8/h5-7H,1-4H3, (H,16,17)

standard BZ WWFDHWZ HGLFH-UHFFFAOYSA-N

INChliKey

Exact Mass || 266.1125673 |
Molecular

Weight 266.07

g,\jlrﬂgsmcc' B1 (OC(C(O1)(C)C)(C)C)C2=CC(=C(C=C2)C(=O)O)F
Chemical |, .chemicalStructure-4-carboxy-3-

Structure fluorobenzeneboronicacid-pinacolester

1SO 9001
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