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Abstract

CsHyyBaN,NaO,s, triclinic,c P1 (no. 2), a = 7.4892(6) A,
b =9.914009) A, ¢ = 11.3274(7) A, a = 106.813(7)°, B =98.508(6)°,
y = 107.024(7)°, V = 744.53(11) &% Z = 2, Ry(F) = 0.0316,
WRret(Fz) =0.0663, T = 292.6(6) K.

CCDC no.: 2235124
Table 1 contains crystallographic data and Table 2 contains

the list of the atoms including atomic coordinates and
displacement parameters.
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Table 1: Data collection and handling.

Crystal: Colourless block

Size: 0.26 x 0.16 x 0.12 mm
Wavelength: Mo Ka radiation (0.71073 A)
u 2.77 mm™

Diffractometer, scan mode:
Omax, COMpleteness:
N(th)measured, N(hkl)unique: Rint:
Criterion for Iops, N(hkl)g:

SuperNova, w
27.0°, >99%

5469, 3208, 0.041
Iobs > 2 0(Iops), 2905

N(param)refined: 248
Programs: CrysALs™R [1], OLex2 [2], SHeLx
[3,4]

Source of materials

A mixture of 0.0261 g Ba(NOs), (0.10 mmol), 0.0211 g
2-nitrobenzene-1,3-dicarboxylic acid (0.10 mmol), 0.008 g
NaOH (0.20 mmol) was added to 15 mL water and stirred for
15 min, then filtered. The clear solution evaporated slowly.
After 15 days, colourless crystals were obtained, washed by
deionized water, and dried in air, yield 46% (based on
2-nitrobenzene-1,3-dicarboxylic acid).
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Table 2: Fractional atomic coordinates and isotropic or equivalent comment
isotropic displacement parameters (A?).

Atom X y 7 Uiso*Ueq Barium cation is adapted to coordinate with 1,3-dicarboxylic
acid or the substituted benzene-1,3-dicarboxylic acids to
Ba1 0.72570 (3) 0.87498 (2) 1.06980 (2)  0.01690 (8) build a variety of barium complexes [5-15]
1 0.5241 (5) 0.6783 (4) 0.7761 (3) 0.0161 (8) ) y P i ) o
) 0.3868 (5) 0.6013 (4) 0.6446 (3) 0.0167 (8) The_tltle compound crystallizes in the triclinic space
a 0.3309 (6) 0.4464 (4) 0.5854 (3) 0.0199 (8) group P1 (no. 2), with the formula of CgHy;BaN,NaOy;. The
H3 0.370860 0.390036 0.629344 0.024*  asymmetric unit is made of one sodium cation, one Ba** cation,
c4 0.2167 (6) 0.3752 (4) 0.4619 (3) 0.02190)  gpe fully deprotonated nitroisophthalato, one nitrate, three
Ha 0178149 0.271167 0.424003 0.026% dinated water molecules, and one crystal water molecule
cs 0.1600 (5) 0.4568 (4) 03950(3)  0.0196() oo inaled Wate ' cryst :
H5 0.087738 0.407297 0.310749 0023+ TheBa®" cation is ten-coordinated with nine oxygen atoms,
6 0.2074 (5) 0.6121 (4) 0.4494 (3) 0.0155(8) including 01, O2 atoms from carboxyl groups, O5C atom
7 0.1334 (5) 0.6949 (4) 0.3739 (3) 0.0192(8) (code C:1-x, 2 -y, 2 — z) from the nitro group 07, O7H, 08,
€3 0.3204 (5) 0.6805 (4) 0.5760 (3) 0.0133(7) 08D from nitrate, bridged—O1W and 02W, and O3WB (code
HTWA 0.569(7) 0.734(3) 1.271(4) 0.049 (15) B:1-x1-y,1-2). The Na* cation is surrounded by six O
H1WB 0.382 (6) 0.794 (6) 1.213 (6) 0.08 (2)* . _
H3WA 0.134(7) 0377 (5) -0.147 (4) 0.039 (14)* atoms, O2B, bridged—O1WA (code A: x, y, -1 + z) and O3W, 04
H3WB 0324 (10) 0.437 (7) ~0.149 (6) 0102+ from carboxy group, 09I (code I: 1 — x, 2 - y, 1 - 2), and 09]
N1 0.3693 (5) 0.8431 (3) 0.6401 (3) 0.0182(7) (code]:-1+x,-1+Yy, -1+ z). The nitroisophthalato links Bal,
N2 0.8448 (5) 1.2119(3) 1.0303 (3) 0.0200(7)  BalC (code C: 1 - x, 2 -y, 2 - z), Nal, and NalB, combining
Na 0.2277(2)  0.51207(16)  0.10439 (14)  0.0264(4)  yyith the nitrate (Bal, Bal, BalC, BalD (code D: 2 — x, 2 — y,
01 0.6203 (4) 0.8153 (3) 0.8102 (2) 0.0239 (6) . .
01w 04671 (5) 0.7566 (3) 12023 3) 0.0315 (7) 2-12z),NalF (code F:1-x,2-y,1-2),NalG(code G:1+ x,1+Y,
02 0.5386 (4) 0.6000 (3) 0.8440 (2) 0.0233(6) 1 + 2)) to generate one 3D structure. There are many
o2w 1.0874 (5) 0.9586 (4) 1.2265 (3) 0.0454 (9) complicated hydrogen bonds to reinforce this 3D structure.
H2WA 1.191450 1.023720 1.227558 0.068*  All the bond lengths are similar to the reported results [5-15].
H2WB 1.119071 0.929161 1.287239 0.068*
o3w 0.2432 (5) 0.3836 (3) —0.1084 (3) 0.0226 (6)

Author contributions: All the authors have accepted

03 0.1202 (4) 0.8188 (3) 0.4295 (2) 0.0285 (7) o . . :
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07 0.6713 (4) 1.1317 (3) 1.0091 (3) 0.0283 (7)

08 0.9740 (4) 1.1640 (3) 1.0650 (3) 0.0294 (7)

09 0.8891 (4) 1.3348 (3) 1.0167 (3) 0.0344 (8)
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