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Abstract

C36Ha6Te, orthorhombic, Pca2; (no. 29), a = 13.5004(4) A,
b=13.5677(3) A, ¢ = 14.2006(4) A, V = 2601.12(12) A>, Z = 4,
Rg((F) = 0.0247, WR,(F?) = 0.0530, T = 93 K.

CCDC no.: 2202383

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 displace-
ment parameters.

Source of materials

Tellurium powder (7.20 g, 56.4 mmol) was added to a so-
lution of 2,6-diphenylphenyl magnesium iodide prepared
from Mg (1.36 g, 55.9 mmol) and the corresponding iodide
(19.8 g, 55.6 mmol) in THF (70 ml) under an argon atmo-
sphere. The mixture was heated under reflux for 22 h. After
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Table 1: Data collection and handling.

Crystal: Light yellow block

Size: 0.43 x 0.28 x 0.10 mm
Wavelength: Mo Ka radiation (0.71073 A)
u: 1.17 mm™*

Diffractometer, scan mode:
Bmax, cOmpleteness:
N(hkl)measureds N(hk[)uniques Rint:
Criterion for lops, N(hkl)g:

XtaLAB Pro, w-scans
29.4°, >99%

28145, 6283, 0.047
Iobs >2 o(lobs)y 5622

N(param)reﬁned3 334
Programs: CyrsAlis™ [1], SHELX [2, 3],
OLEX2 [4]

cooling, the reaction mixture was poured over crushed
ice containing concentrated HCI, stirred for 4 h, and
extracted using benzene. The organic layer was washed with
brine, dried over MgSO,, and concentrated. The residue was
triturated with CH,CL—EtOH to afford crude bis(2,6-
diphenylphenyl) ditelluride (5.17 g) as a dark red solid. The
resulting ditelluride was dissolved in toluene (20 ml) and
heated under reflux for two days in the presence of copper
powder (1.03 g, 16.2 mmol). The insoluble materials were
removed by filtration, and the solution was concentrated.
Recrystallization of the residue from hexane gave the title
compound (3.95 g, 6.74 mmol, 24%) as a pale-yellow solid.

Experimental details

The H atoms were placed at calculated positions and
refined using a riding model with C—H bond distances of
aromatic 0.950 A. Their Ui, values were set to 1.2U,q of the
parent atoms.

Comment

Diorganotellurides are a principal class of organotellurium
compounds that can be converted to various functionalized
tellurium compounds [5]. Particularly, tellurides with bulky
substituents are useful as precursors for kinetically stabi-
lized tellurium oxides [6-8]. The 2,6-diphenylphenyl (m-
terphenyl) group is considered a promising substituent that
can cover highly reactive tellurium atoms [9]. However, no
synthetic examples of tellurides with a m-terphenyl group
have been reported, except for a previous study [10]. This
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Table 2: Fractional atomic coordinates and isotropic or equivalent

isotropic displacement parameters (A?).

X y z Uiso*/Ueq
Tel 0.58226 (2) 0.64359 (2) 0.51097 (2) 0.01086 (6)
C24 0.4483 (3) 0.7893 (3) 0.6244 (3) 0.0121 (8)
c5 0.3818 (3) 0.8108 (3) 0.3265 (2) 0.0148 (7)
Hé6 0.372813 0.878028 0.309718 0.018*
€32 0.3509 (3) 0.6293 (2) 0.6179 (2) 0.0137 (7)
H32 0.404776 0.595864 0.646837 0.016*
C20 0.6259 (3) 0.8200 (3) 0.6412 (3) 0.0136 (8)
c27 0.8566 (3) 0.6665 (3) 0.6739 (3) 0.0215 (8)
H27 0.873670 0.602098 0.694440 0.026*
C36 0.2787 (3) 0.7770 (3) 0.5553 (2) 0.0155 (7)
H36 0.282855 0.845314 0.541157 0.019*
(6] 0.3286 (3) 0.6426 (3) 0.3182(2) 0.0151 (7)
H4 0.282708 0.594712 0.296195 0.018*
C14 0.6360 (4) 0.8510 (3) 0.3712(3) 0.0161 (9)
H19 0.656499 0.789633 0.345630 0.019*
35 0.1924 (3) 0.7256 (3) 0.5341(2) 0.0184 (8)
H35 0.138239 0.758613 0.505271 0.022*
c30 0.8060 (3) 0.8532 (3) 0.6114 (3) 0.0201 (8)
H30 0.789516 0.917259 0.589478 0.024*
Cc2 0.4104 (3) 0.6123 (3) 0.3707 (2) 0.0120 (7)
c7 0.4281 (3) 0.5045 (3) 0.3801 (2) 0.0130 (7)
Cc28 0.9299 (3) 0.7310 (4) 0.6483 (3) 0.0263 (11)
H28 0.997371 0.711602 0.652074 0.032*
C8 0.5195 (3) 0.4638 (3) 0.3544 (2) 0.0154 (7)
H13 0.572932 0.505912 0.337934 0.019*
C4 0.3129 (3) 0.7413 (3) 0.2977 (2) 0.0164 (7)
H5 0.255452 0.761174 0.264040 0.020*
C15 0.7040 (3) 0.9275 (3) 0.3794 (2) 0.0215 (8)
H18 0.770846 0.918085 0.360384 0.026*
C11 0.3653 (3) 0.3391 (3) 0.4057 (3) 0.0189 (8)
H10 0.312830 0.296892 0.424687 0.023*
C12 0.3515 (3) 0.4405 (3) 0.4060 (2) 0.0160 (7)
H9 0.289114 0.466773 0.423973 0.019*
31 0.3594 (3) 0.7294 (2) 0.5970 (2) 0.0118 (7)
C34 0.1855 (3) 0.6263 (3) 0.5552 (3) 0.0171 (7)
H34 0.126447 0.591169 0.541024 0.021*
C25 0.7306 (3) 0.7884 (3) 0.6378 (2) 0.0153 (7)
C21 0.6031 (3) 0.9086 (3) 0.6875 (2) 0.0172 (8)
H21 0.655427 0.949580 0.709174 0.021*
C18 0.5098 (3) 0.9530 (3) 0.4380 (2) 0.0169 (8)
H15 0.443673 0.961635 0.459209 0.020*
C16 0.6737 (3) 1.0183 (3) 0.4156 (3) 0.0249 (9)
H17 0.719269 1.071417 0.419830 0.030*
C23 0.4296 (3) 0.8773 (3) 0.6732 (3) 0.0151 (7)
H23 0.363159 0.895634 0.686421 0.018*
C22 0.5056 (3) 0.9377 (3) 0.7022 (2) 0.0173 (8)
H22 0.491593 0.998786 0.732115 0.021*
C26 0.7573 (3) 0.6941 (3) 0.6702 (2) 0.0169 (7)
H26 0.707424 0.649068 0.689538 0.020*
Cc1 0.4760 (2) 0.6846 (2) 0.4062 (2) 0.0103 (6)
c9 0.5328 (3) 0.3612 (3) 0.3529 (3) 0.0174 (8)
H12 0.594974 0.334464 0.334722 0.021*
33 0.2648 (3) 0.5780 (3) 0.5971 (2) 0.0163 (7)
H33 0.260087 0.509730 0.611394 0.020*
Cc29 0.9053 (3) 0.8250 (3) 0.6167 (3) 0.0250 (9)
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Table 2: (continued)
X y z Uiso*/ueq
H29 0.955895 0.869915 0.598804 0.030*

Cc13 0.5389 (3) 0.8632 (2) 0.3999 (2) 0.0137 (7)
Cc19 0.5471 (3) 0.7624 (2) 0.6054 (2) 0.0128 (7)
c10 0.4558 (3) 0.2986 (3) 0.3778 (3) 0.0194 (9)

H11 0.464517 0.229198 0.375810 0.023*
c17 0.5770 (3) 1.0304 (3) 0.4453 (3) 0.0222 (9)
H16 0.556377 1.091756 0.470860 0.027*
cé 0.4643 (3) 0.7835 (3) 0.3801 (3) 0.0115 (8)

paper reports the crystal structure of di([1,1’:3’,1”-terphenyl]-
2-yDtellane for the first time.

The asymmetric unit of the title structure contains one
molecule (see the figure). The Tel—C1 (2.140(3) A) and Tel—
C19 (2.150(3) A) bonds are elongated slightly compared to
those of the related bis(1-naphthyl) (2.119(2) A) [11] and
bis(2-biphenyl) (average 2.115(5) A) [12] tellurides. They are
comparable to those of the sterically more demanding
mesityl (2.140(3) A) [13] and supermesityl (average 2.157(5) A)
[14] derivatives. The m-terphenyl groups are not coplanar.
The phenyl rings of both wings are twisted by an average of
51° in the same direction relative to the central ring, thereby
avoiding steric hindrance with the tellurium atom.

Weak intramolecular i—mt stacking interactions can be
observed between the m-terphenyl central ring and the side
ring of another terphenyl group. The centroid distances be-
tween C1-6 and C31-36 rings and between C13-18 and C19-24
rings are 3.651 A and 3.879 A, respectively. Owing to these
through-space interactions, the C—Te—C angle (95.2(1)°) is
much smaller than that observed in similarly crowded tellanes
bearing mesityl (101.0(1)°) [13] and supermesityl (107.3(2)°) [14]
substituents. Furthermore, the angle is slightly smaller than
that of naphthyl (96.32(9)°) [11] and biphenyl (96.2(2)°) [12]
derivatives. In the crystal lattice, the molecules form a two-
dimensional layer parallel to the ab-plane with short inter-
molecular H—H and H—C contacts (H33---C27 = 2.864 A;
H33---C26' = 2889 A; H36--HI7' = 2232 A
H35---H16"=2.363 A; H16---H29" = 2326 A; i=-1/2 + x,1-y, z;
and i = -1/2 + x, 2 - y, z). The two-dimensional layers stack
along the c axis with a short intermolecular contact of 2.866 A
(H5---C31™; jii = 1/2 — x, y, —1/2 + 2) to construct the three-
dimensional crystal structure.
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