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Abstract
C46H32I2N8Nd2O16, triclinic, P1 (no. 2), a = 8.6591(17) Å,
b = 11.655(2) Å, c = 12.711(3) Å, α = 81.55(3)°, β = 86.62(3)°,
γ = 68.50(3)°, V = 1180.5(5) Å3, Z = 1, Rgt(F ) = 0.0298,
wRref (F 2) = 0.1211, T = 293(2) K.

CCDC no.: 2389958

A part of the molecular structure is shown in the figure.
Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

1 Source of materials

All raw materials are analytical grade, purchased
without further purification, and used directly. The titled

Table : Data collection and handling.

Crystal: Pink block
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Bruker P, 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: Bruker, Olex, SHELX,
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neodymium(III) complex was hydrothermally synthesized
as follows: 0.0433 g neodymium nitrate hexahydrate
(0.1 mmol), 0.0292 g (0.1 mmol) 3-iodobenzene-1,2-dicarboxylic
acid, 0.0233 g 2,2′:6′,2″-terpyridine (0.1 mmol), and 0.008 g
NaOH (0.2 mmol) were mixed with 5mLH2O, then added to a
20mL Teflon-lined stainless steel autoclave at 393 K for 72 h.
The pink block crystals were harvested with a yield 56.4 %
(based on 3-iodobenzene-1,2-dicarboxylic acid).

2 Experimental details

The structure was solved by direct methods with the
SHELXS-2018 program. All H-atoms from C and O atoms
were positioned with idealized geometry and refined iso-
tropically (Uiso(H) = 1.2Ueq(C) and Uiso(H) = 1.5Ueq(O)) using
a riding model with C–H = 0.930 Å and O–H = 0.861 Å.

3 Comment

The crystal structures of four-components of lanthanide
complexes base on lanthanide(III), benzenecarboxylic acid
or its direvatives, 2,2′:6′,2″-terpyridine, and nitrate have
been reported elsewhere, including mono-nuclear
Ln(III),5,6 di-nuclear Ln(III)7–11 and 1D chain.12 Besides, the
crystal structure of 3-iodophthalic acid13 and its mono-
nuclear 1D chainlike structure12 have been reported, the
crystal structure of di-nuclear Ln(III) complex based on
the four-components mentioned above has not been
published anywhere. Thus, we reported one crystal
structure of this type of neodymium(III) complex. The
asymmetric unit consists of one neodymium(III) cation,
one full-deprotonated 3-iodobenzene-1,2-dicarboxylate
anion, one neutral 2,2′:6′2″-tripyridine, one nitrate, and
one coordinated water molucule. The neodymium(III)
is nine-coordinated with three nitrogen atoms from one
2,2′:6′2″-tripyridine, three oxygen atoms from three
carboxyl groups of two 3-iodobenzene-1,2-dicarboxylate
anions, two oxygen atoms from one nitrate, and one
oxygen atom from one coordinated water molecule.
3-Iodobenzene-1,2-dicarboxylates were bridged by two
carboxylates to generate one di-nuclear neodymium(III)
complex. A three dimensional supramolecular structure is
obtained by twokind of hydrogenbonds C–H⋯O (C1–H1⋯O2,
C8–H8⋯O7, C11–H11⋯O5, C12–H12⋯O5, and C14–H14⋯O3)
and O–H⋯O (O1–H1WA⋯O3), and π⋯π weak interactions.

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . −. .*
C . () . () −. () . ()
H . . −. .*
C . () . () . () . ()
H . . −. .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
I . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
Nd . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
OW . () .() .() . ()
HWA . . . .*
HWB . . . .*
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