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Abstract
C21H16BN3O2, orthorhombic, Pna21 (no. 33), a = 28.297(6) Å,
b = 6.2978(13) Å, c = 9.6279(16) Å, V = 1715.8(6) Å3, Z = 4, Rgt
(F ) = 0.0586, wRref (F 2) = 0.1643, T = 293 K.

CCDC no.: 2372374

The molecular structure is shown in the figure. Table 1
contains the crystallographic data and the list of the atoms
including atomic coordinates and displacement parameters
can be found in the cif-file attached to this article.

1 Source of materials

Dissolve 4-formylphenylboronic acid (1.5 g, 10 mmol) and
2-acetylpyridine (2.65 g, 22 mmol) in 50 mL anhydrous

ethanol. With stirring, addNaOH (2.4 g, 60mmol) and react for
10 hat room temperature. Then, add 37.5mLammonia solution
and reflux for 20 h. After completion, filter under reduced
pressure, washwith chloroform to get white product B–Tpy (4-
([2,2′:6′,2″-terpyridin]-4′-yl)phenyl)boronic acid). DissolveB–Tpy
(15mg, 0.04mmol) in 10mLmethanol, add 5mLDMF, sealwith
parafilm (pierce small holes), and evaporate slowly for 15 days
to obtain colorless crystals.

2 Experimental details

Using Olex2,1 the structure was solved using Charge Flipping
and refinedwith the ShelXL 3 refinement. All hydrogen atoms
were positioned geometrically, withthe d (C–H) = 0.97–0.99 Å,
Uiso (H) = 1.2 times Ueq (C) andUiso (H) = 1.5 times Ueq(O).

3 Comment

As a key molecular building block, B–Tpy functions as a
versatile platform for designing multifunctional materials
through metal-coordination-driven self-assembly.5–7 This
hybrid system uniquely integrates terpyridine’s robust
metal-binding capability with phenylboronic acid’s hydrogen-
bonding capacity, enabling precise control over supramolecu-
lar architectures via synergistic coordination and non-covalent
interactions.8 However, the lack of crystallographic data for
B–Tpy hinders a comprehensive understanding of its aggre-
gation behavior. Resolving its single-crystal structure is there-
fore critical to elucidating the structure-activity relationships of
B–Tpy-based compounds.

Table : Data collection and handling.

Crystal: Clear light colourless needle
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Bruker Apex, φ and ω scans
θmax, completeness: .°, %
N(hkl)measured, N(hkl)unique, Rint: ,, ,, .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), ,
N(param)refined: 

Programs: Olex, Bruker, SHELX, Diamond
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There is one molecule in the asymmetric unit of the ti-
tle crystal structure. In the crystal, the torsionangles ofN1–C12–
C11–C8, N3–C17–C10–C9, and C8–C7–C5–C6 are 7.85°, 15.54°,
and −2.02°, respectively. The dihedral angles between the pyr-
idine rings containingC11–C8,N1–C12,N3–C17, and thebenzene
ring containing C5–C6 are 10.65°, 15.54°, and 2.89°, respectively.
These angles ensure that the aromatic rings in B–Tpymaintain
small angles relative to each other while not being completely
coplanar, providing a feasible basis for molecular aggregation.
Additionally, in the crystal structure, N1 and N3 are arranged
opposite to N2, and O1 andO2 connected to B1 extend to the left
and right, respectively, establishing a structural foundation for
hydrogen bondingwithin the crystal. All geometric parameters
are in the expected ranges.9,10
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