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A series of 29 papers by Liu et al. are retracted.

As a result of problems with the data sets and incorrect atom
assignments, 29 papers by Liu et al. are retracted. Full details
of all the articles are given in Table 1.

Table 1
Details of articles to be retracted, in order of publication.
Title Reference DOI Refcode
Tetrakis(pyrazine-kN)bis(thiocyanato-k N)manganese(II) Liu & Xie (2007a) 10.1107/S1600536807026852  EDUMAS
(Dihydroxyglyoxime-i®N,N')bis(1,10-phenanthroline-k>’N,N' )copper(Il) dinitrate Liu, Wang, Wang & Xie (2007b)  10.1107/S1600536807028255 EDUVAB
dihydrate
Tetrakis(pyrazine-kN)bis(thiocyanato-kN)zinc(11) Liu & Xie (2007b) 10.1107/51600536807028735  RIGQAA
Tetrakis(ju-2-pyridyloxyacetato)bis[(1,10-phenanthroline)(2-pyridyloxyacetato)- Liu, Wang, Wang & Xie (2007¢)  10.1107/S1600536807030917  UDUMIQ
lanthanum(I11)]
Polymeric KNOF, Liu Wang, Wang & Xie (20074)  10.1107/S1600536807027195  ICSD 240891
(Dihydroxyglyoxime-i®N,N' )bis(1,10-phenanthroline->N,N')cobalt(I) dinitrate Liu, Wang, Wang & Xie (2007d)  10.1107/S1600536807031224 ~ WIHJED
dihydrate
Tetrakis(u-2-pyridyloxyacetato)bis[(1,10-phenanthroline) (2-pyridyloxyacetato)- Liu, Wang, Wang & Xie (2007¢)  10.1107/S1600536807032679 ~ WIHQEK
praseodymium(III)]
Tetrakis[-(2-pyridyloxy)acetato-i’ O:0' Jbis{(1,10-phenanthroline-k>N,N' )- Liu, Wang, Wang & Xie (2007f)  10.1107/S1600536807035349  TIGDAP
[(2-pyridyloxy)acetato-k O [neodymium(I111)}
(Dihydroxyglyoxime-i®N,N')bis(1,10-phenanthroline-k>N,N' )manganese(II) Liu, Wang, Wang & Xie (2007g)  10.1107/S1600536807035076 ~ TIGDET
dinitrate dihydrate
2-Amino-3,5-dinitrobenzoic acid-ammonia (1/1) Liu & Zhu (2007)) 10.1107/S1600536807040068  KIKQAX
2-Hydroxy-3,5-dinitrobenzamide monohydrate Liu & Zhu (2007k) 10.1107/51600536807039712  KIKQEB
2-(1-Hydroxy-2-pyridyl)acetamide monohydrate Liu & Zhu (2007) 10.1107/S1600536807040652  CIKQOD
Bis(2,2'-bipyridine-kN,N')bis(thiocyanato-kN)iron(II) Liu & Zhu (2007a) 10.1107/S1600536807043486 ~ XIFXOA
catena-Poly[hexakis(j1,-anilinoacetamide)bis(1,10-phenanthroline)disamarium(111] Liu & Zhu (2007b) 10.1107/S1600536807045485 XILNAI
3-Hydroxy-2,4,6-trinitropyridine monohydrate Liu & Zhu (2007m) 10.1107/S1600536807045230  PILNOO
catena-Poly[hexakis(;-anilinoacetamide)bis(1,10-phenanthroline)- Liu & Zhu (2007c¢) 10.1107/S1600536807047733  SILZET
dipraseodymium(III)]
catena-Poly[[tetra-ju-anilinoacetamidato-bis(1,10-phenanthroline)dicerium(II1) ]- Liu & Zhu (2007d) 10.1107/S1600536807050969 GIMZOS
di-p-anilinoacetamidato]
Tetrakis(pyridine-kN)bis(thiocyanato-kN)chromium(II) Liu & Zhu (2007¢) 10.1107/S1600536807051756 WINFAB
2-Ammonio-3-carboxy-5-nitrobenzoate monohydrate Liu & Zhu (2007n) 10.1107/S1600536807048477  GINFEP
2-(Benzoylhydrazinocarbonyl)benzoic acid Liu & Zhu (20070) 10.1107/8160053680705204X  TINZIA
Tetrakis(pyridine-kN)bis(thiocyanato-kN)vanadium(II) Liu & Zhu (2007f) 10.1107/S1600536807054529  HIPZIQ
cal/e;m-Poly[[(nilrato-KO)(I,I0-phenanthroline-l<2N,N’)nickel(ll)]-//.-ucetamido- Liu & Zhu (2007g) 10.1107/S1600536807056504  XIRGIP
O:N]
catlisza-Poly[[(nizmto-KO)(I,]0—phenanthroline—ifN,N’)copper(II)]-p,-acezamido— Liu & Zhu (2007h) 10.1107/S1600536807059077  HIQROP
O:N]
catf;m-Poly[[(nitrato-KO)(1,]O—phenanthroline-KZN,N’)cobalt(II)]-/L-acetamidato- Liu & Zhu (2007i) 10.1107/51600536807060631 YIQOMER
O:N]
N'-Benzoyl-4-nitronicotinohydrazide Liu & Zhu (2007p) 10.1107/S1600536807053068  CIPVON
N'-(3-Nitro-4-pyridylcarbonyl)pyridine-4-carbohydrazide Liu & Zhu (2007q) 10.1107/S1600536807054876  RIRWEV
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Table 1 (continued)

Title Reference DOI Refcode
Ethylenediammonium sulfate Liu & Zhu (2007r) 10.1107/S1600536807056280  ETDAMSO03
Ethylenediammonium perchlorate Liu & Zhu (2007s) 10.1107/S1600536807059909  HIRYEN
catena-Poly[[(nitrato-xO)(1,10-phenanthroline-k>N,N' )manganese(II) ]-u-nitrato- Liu & Zhu (2008) 10.1107/8160053680706254X  MIRROV
K0:0']
Liu, T. & Zhu, J.-Y. (2007b). Acta Cryst. E63, m2592-m2593.
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Key indicators: single-crystal X-ray study; T = 273 K; mean 6(C—C) = 0.004 A;
R factor = 0.051; wR factor = 0.180; data-to-parameter ratio = 11.4.

In the crystal structure of the title compound, CsH¢N,Og-H,O,
intramolecular N—H- - -O and intermolecular O—H- - -O, O —
H.---N, N—H:--N and N—H---O hydrogen bonds result in
the formation of a supramolecular network structure.

Related literature

For general background, see: Desiraju (1995, 1997); Braga
al. (1998); McCann et al. (1995, 1996); Wai et al. (1990); Ya

et al. (1996); Min & Lee (2002); Maira et al. (2001). For bond
length data, see: Allen et al. (1987).

NO, -

Experimental
Crystal data

CgHgN,O4-H,0 V =1870.6 (17) A’

M, =244.16 Z=8
Monoclinic, C2/c¢ Mo Ka radiation
a=2511(2) A =016 mm™*
b = 65742 (16) A T=273(2)K

c=12221(2) A
B =112.002 (1)°

0.24 x 0.15 x 0.15 mm

Data collection

Bruker APEXII area-detector
diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.964, Tp0x = 0.978

6078 measured reflections
1881 independent reflections

965 reflections with I > 20([)
Rine = 0.032

Refinement

R[F? > 26(F?)] = 0.051
wR(F?) = 0.180

S =1.08

1881 reflections

165 parameters

3 restraints

H atoms treated by a mixture of
independent and constrained
refinement

APmax =029 ¢ A7

Apmin = —034e A7

Table 1 .

Hydrogen-bond geometry (A, °).

D—H---A D—H H---A D---A D—H---A
N1—HI1B---02 0.89 2.514 (3) 146
07—H7B---03' 0.859 (19) ) 3.254 (4) 137 (3)
O7—H7B-- N1 0.859 (19) 2.927 (4) 156 (4)
N1—HIC---O6" 0.89 3225 (3) 126
N1—HI1C- - N2 0.89 : 3.384 (3) 152
N1—HIC---O7' 0, A4 2.927 (4) 115
N1—HI1B---02% : 19 2.866 (4) 132
N1—HI1A---06" 2.57 3.365 (3) 149
O1—Hl1---07" 1.77 2.592 (4) 176

Symmetry codes: (i)
X, =y, =% (v +

z+% () x, —y+ 1,z =% (i) —x+1,y, —z+3 (iv)

Datdycolle : APEX2 (Bruker, 2005); cell refinement: SAINT
96); data reduction: SAINT; program(s) used to solve
ELXS97 (Sheldrick, 1997); program(s) used to refine

* SHELXL97 (Sheldrick, 1997); molecular graphics:

XTL (Siemens, 1996); software used to prepare material for

lication: SHELXTL.

The authors thank the Youth Program of Jinggangshan
University for financial support of this work.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: AT2415).
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2-Ammonio-3-carboxy-5-nitrobenzoate monohydrate

T. Liu and J. Y. Zhu

Comment

In the synthesis of crystal structures by design, the assembly of molecular units in predefined arrangements is a key goal
(Desiraju, 1995, 1997; Braga et al., 1998). Due to carboxyl groups are one of the most important classes of biological lig-
ands, the coordination of metal-carboxyl groups complexes are of critical importance in biological systems, organic mater-
been used to construct
; Yaghi et al., 1996;

etal chains by reaction

ials and coordination chemistry. Recently, carboxyl groups with variable coordination modes

metal-organic supramolecular structures (McCann et al., 1996; McCann et al., 1995; Wai et
Min & Lee 2002; Maira et al., 2001). We originally attempted to synthesize complexes fe
of the lanthanum(III) ion with 2-amino-5-nitro-1,3-benzenedicarboxylic acid ligai m
title compound, (I), and we report herein its crystal structure. g

In the molecule of (I) (Fig. 1), the ligand bond lengths and angles are i al ranges (Allen et al., 1987). In the
crystal structure, intramolecular N—H:-*O and N—H-*-N and intermo a -0, O—H- "N and N—H-+-O hydrogen
bonds (Table 1, Fig. 2) result in the formation of a supramolecul&%

Experimental @

Crystals of the title compound were synthesized using hy ermal method in a 23 ml Teflon-lined Parr bomb, which was
then sealed. Lanthanum (III) nitrate hexahydrate mg, 1 mmol), 2-amino-5-nitro-1,3-benzenedicarboxylic acid (452.3
ater (10 g) were placed into the bomb and sealed. The bomb was

tely, we obtained only the

structure.

mg, 2 mmol), ammonia (0.5 mol/l, 8 ml) a:

then heated under autogenous pressure upgo*4 over the course of 7 d and allowed to cool at room temperature for 24 h.

Upon opening the bomb, a clear c&o es n was decanted from small colorless crystals. These crystals were washed
d allowed to air-dry at room temperature.

with distilled water followed by&

Refinement

H7A and H7B (for HyO)@vere located in difference syntheses and refined isotropically [O—H = 0.845 (19) and 0.859 (19)

A, Uiso(H)=0.105 (18) and 0.101 (18) A2, respectively]. The remaining H atoms were positioned geometrically, with O—H
=0.82 A (for OH), N—H = 0.89 A (for NH) and C—H = 0.93 A for aromatic H, and constrained to ride on their parent
atoms, with Ujso(H) = xUeq(C,N,0), where x = 1.2 for aromatic H atoms and x = 1.5 for all other H atoms.

sup-1
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Figures
e
L
i
C T
. II',--""*--. F..--* P, i_-'" .
§
Fig. 1. The molecular structure of the title molecule, with the atom-numbering scheme. Dis-
placement ellipsoids are drawn at the 30% probability level.
r @
Fig. 2. A packing diagram of (I). xonds are shown as dashed lines.
2-Ammonio-3-carboxy-5-nitrobenzoate ate
®
Crystal data \
CgHgN,O4'H,O \ Fooo = 1008
M, =244.16 Dy=1.734Mgm>
.. Mo Ka radiation
Monoclinic, C2/c 3=071073 A
Hall symbol: -C 2yc Cell parameters from 1493 reflections
a=2511Q2)A 0=2.8-26.8°
b=6.5742 (16) A p=0.16mm '
c=122212) A T=273(2)K
B =112.0020 (10)° Prism, colourless
V'=1870.6 (17) A> 0.24 x 0.15 x 0.15 mm
Z=38
Data collection
Bruker APEXII area-detector 1881 independent reflections
diffractometer
Radiation source: fine-focus sealed tube 965 reflections with 7 > 26(/)
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Monochromator: graphite Rine=0.032

T=2732)K Omax = 26.5°

¢ and ® scans Omin = 3.2°

Absorption correction: multi-scan _

(SADABS; Sheldrick, 1996) h=-31-31

Tinin = 0.964, Tihax = 0.978 k=—-8—-8

6078 measured reflections [=-15-15

Refinement

Refinement on 7~ Secondary atom site location: difference Fourier map

Hydrogen site location: inferred from neighbouri

Least-squares matrix: full .
sites

H atoms treated by a mixture of
independent and constrained refinement
w=1/[c%(Fy?) + (0.095P)* + 0.002P,

where P = (F,> + 2F.)/3

R[F? > 20(F?)] = 0.051

WR(F?) =0.180

S=1.08 (A/6)max < 0.001
1881 reflections ApPmax =0.29 ¢ A3
165 parameters Apmin=-033 ¢ A

Extinction correcti L (Sheldrick, 1997),

3 restraints

Fc'=kFc[1+0.001 20)17 4
Primary atom site location: structure-invariant direct Extinction ¢ ent: 0.008 (2)
methods
Special details
Geometry. All e.s.d.'s (except the e.s.d. in the I lefbetween two 1.s. planes) are estimated using the full covariance mat-

rix. The cell e.s.d.'s are taken into account indjyi in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations

between e.s.d.'s in cell parameters are@nly u ey are defined by crystal symmetry. An approximate (isotropic) treatment of

cell e.s.d.'s is used for estimating e. .s. planes.

Refinement. Refinement of F* a L, reflections. The weighted R-factor wR and goodness of fit S are based on F2, convention-
al R-factors R are based on F, wi et to zero for negative F2. The threshold expression of F? > 2sigma(F2) is used only for calculat-

ing R-factors(gt) efc. and nt to the choice of reflections for refinement. R-factors based on F* are statistically about twice

as large as those based on Ffand R— factors based on ALL data will be even larger.

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (142 )

X y z Uiso*/Ueq
o1 0.53257 (9) 0.2530 (4) 1.04684 (18) 0.0733 (7)
H1 0.5646 0.2449 1.0439 0.110*
02 0.50729 (11) 0.2165 (5) 0.8602 (2) 0.1059 (10)
03 0.29265 (9) 0.1319 (4) 0.63238 (19) 0.0811 (8)
04 0.24250 (9) 0.3056 (4) 0.70420 (19) 0.0803 (8)
05 0.30586 (10) 0.3713 (4) 1.11162 (19) 0.0856 (8)
06 0.39304 (11) 0.3002 (4) 1.2188 (2) 0.0978 (9)
07 0.63154 (10) 0.2295 (4) 0.0267 (2) 0.0743 (7)
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N1
H1A
H1B
H1C
N2
Cl1
C2
C3
C4
H4A
C5
C6
Hé6
C7
C8
H7A
H7B

0.40250 (8)
0.3902
0.4402
0.3846
0.35434 (12)
0.43519 (11)
0.39154 (13)
0.33520 (12)
0.32250 (12)
0.2847
0.36690 (13)
0.42259 (12)
0.4520
0.49491 (12)
0.28710 (11)
0.6655 (11)
0.6325 (18)

0.2104 (4)
0.0893
0.2200
0.3078
0.3203 (4)
0.2456 (4)
0.2310 (4)
0.2444 (4)
0.2752 (4)
0.2900
0.2835 (4)
0.2684 (4)
0.2739
0.2382 (5)
0.2269 (4)
0.222 (7)
0.218 (7)

Atomic displacement parameters (/fz )

0O1
02
03
04
05
06
o7
N1
N2
Cl1
C2
C3
C4
C5
C6
C7
C8

Ull

0.0405 (13)
0.0443 (13)
0.0511 (13)
0.0402 (13)
0.0617 (16)
0.0690 (18)
0.0417 (13)
0.0270 (11)
0.0597 (18)
0.0363 (15)
0.0461 (17)
0.0401 (16)
0.0448 (17)
0.051

0.0382'W%)
0.0409 (1)
0.0284 (13)

Geometric parameters (4, °)

01—C7
Ol—H1
02—C7
03—C8
04—C8
05—N2
06—N2
O7—HT7A

U22

0.1081 (18)
0.214 (3)
0.119 (2)
0.126 (2)
0.128 (2)
0.171 (3)
0.1032
0.0904

@ 0s4l09)
0068

0
2)
0.0675 (19)
0.0668 (18)
0.0675 (19)
0.090 (2)
0.0701 (18)

1.261 (3)
0.8200
1.186 (3)
1.194 (3)
1.209 (3)
1.211 (3)
1.196 (3)
0.845 (19)

0.72988 (17)

0.0512 (6)

0.6978
0.7480
0.6787

1.1256 (2)
0.9352 (2)
0.8246 (3)
0.8198 (2)
0.9165 (2)

0.9110

1.0216 (2)
1.0317 (3)

1.1058

0.9441 (3)
0.7107 (2)
0.077 (3)
~0.0425 (19)

U3 3

0.0651 (
0.0684%1
0.07 )
0483 (14)
0696 (16)
0363 (12)
0.0620 (17)
0.0512 (17)
0.0523 (17)
0.0498 (16)
0.0594 (18)
0.0483 (16)
0.0538 (17)
0.0520 (17)
0.0332 (13)

0.077*
0.077*
0.077*
0.0671 (8)
0.0526 (7)
0.0579 (8)
0.0548 (8)
0.0570 (8)
0.068*
0.0543 (7)
0.0549 (7)
0.066*
0.0617 (8)
0.0442 (7
0,105

C&

0.0635 (14) 010 (11)
0.0611 (15 0020 (14)

~0.0077 (12)
0.0065 (11)
0.0096 (13)
0.0109 (15)
0.0009 (11)
~0.0005 (10)
0.0006 (14)
~0.0007 (12)
0.0027 (13)
0.0001 (12)
0.0024 (12)
0.0012 (13)
~0.0005 (12)
~0.0022 (14)
~0.0006 (11)

N1—HIC

N2—C5
C1—Cé6
C1—C2
C1—C7
C2—C3
C3—C4
C3—C8

U13

0.0108 (11)
0.0221 (12)
0.0123 (11)
0.0126 (11)
0.0387 (13)
0.0165 (13)
0.0112 (12)
0.0119 (9)
0.0288 (15)
0.0142 (13)
0.0175 (14)
0.0150 (13)
0.0204 (15)
0.0228 (14)
0.0113 (13)
0.0144 (15)
0.0105 (10)

U23

~0.0007 (10)
0.0004 (15)
~0.0048 (13)
0.0054 (12)
~0.0036 (13)
~0.0057 (14)
0.0034 (13)
~0.0018 (10)
~0.0031 (13)
0.0003 (12)
0.0012 (13)
0.0044 (13)
0.0051 (13)
~0.0009 (12)
~0.0022 (13)
0.0026 (14)
0.0007 (12)

0.8900
1.440 (4)
1.340 (4)
1.388 (4)
1.463 (4)
1.397 (4)
1.351 (4)
1.430 (4)

sup-4



supplementary materials

O7—H7B 0.859 (19) C4—Cs 1.350 (4)
N1—C2 1.293 (3) C4—H4A 0.9300
N1—HIA 0.8900 C5—C6 1.361 (4)
N1—HIB 0.8900 C6—H6 0.9300
C7—0O1—H1 109.5 C4—C3—C8 115.8 (3)
H7A—0O7—H7B 108 (3) C2—C3—C8 121.5 (3)
C2—NI1—H1A 109.5 C5—C4—C3 117.2 (3)
C2—N1—HI1B 109.5 C5—C4—H4A 121.4
H1A—N1—HI1B 109.5 C3—C4—H4A 121.4
C2—N1—HI1C 109.5 C4—C5—C6 122.5 (3)
H1IA—N1—HI1C 109.5 C4—C5—N2 118.1 (3)
H1B—NI1—HIC 109.5 C6—C5—N2 119.3 (3)

06—N2—O05 125.5 (3) C1—C6—C5 120.2 (3)
06—N2—C5 116.9 (3) C1—C6—H6 9

05—N2—C5 117.6 (3) C5—C6—H6 9

C6—C1—C2 120.3 (3) 02—C7—O01 e 121.9 (3)
C6—C1—C7 120.8 (3) 02—C7—C1 \ 122.2 (3)
C2—C1—C7 118.9 (3) 01—C7—C1 115.9 (3)
N1—C2—Cl1 121.6 (3) 03—C8—04 123.7 (3)

N1—C2—C3 121.4 (3) 03—C8—C 118.6 (3)
C1—C2—C3 117.0 (3) 04—CS8 117.7 (3)
C4—C3—C2 122.7 (3) \

Hydrogen-bond geometry (4, °) z

D—H-A D—H H-A DA D—H-A
N1—HIB02 0 1.73 2,514 (3) 146
07—H7B--03! 9) 2.57(3) 3.254 (4) 137 (3)
O7—H7B-NI! 859°(19) 2.12(2) 2.927 (4) 156 (4)
N1—HIC+06'" o c 89 2.62 3.225(3) 126
N1—HIC-N2' 0.89 2.57 3.384 (3) 152
N1—HIC-O7 \\ 0.89 2.44 2.927 (4) 115
NI1—HIB-02' 0.89 2.19 2.866 (4) 132
N1—HIA-06" 0.89 2.57 3.365 (3) 149
01—H1--07" 0.82 1.77 2.592 (4) 176

Symmetry codes: (i) —x+1, y§—z+1/2; (ii) x, —y+1, z—1/2; (iii) —x+1, y, —z+3/2; (iv) x, =y, z—1/2; (v) x, y, z+1.
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Fig. 1
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Fig. 2
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