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Abstract: C12H18O8N4S2Ag2, monoclinic, P21/c (no. 14),
a = 10.7841(10) Å, b = 8.0140(5) Å, c = 11.7220(11) Å,
β = 117.278(11)°, V = 900.40(16) Å3, Z = 2, Rgt(F ) = 0.0279,
wRref(F

2) = 0.0627, T = 293(2) K.

CCDC no.: 2022152.

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

Source of material

The AgNO3 (0.0850 g, 0.5 mmol) and 2,4-diamino-benze-
nesulfonic acid (0.0940 g, 0.5 mmol) were added to the
20 mL H2O/CH3OH (v/v, 1/3), it was stirred for 15 min in
the air. The filtrate was kept at 293 K to obtain block crystals.

Experimental details

Hydrogen atoms were placed in their geometrically ideal-
ized positions and constrained to ride on their parent atoms.

Table : Data collection and handling.

Crystal: Colorless block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

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

Programs: CrysAlisPRO [], SHELX [, ],
WinGX/ORTEP [], Diamond []
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Comment

As is shown in the left part of the picture, the Ag1 is five-
coordinated by two nitrogen atoms and three oxygen
atoms. The two nitrogen atoms come from different
2,4-diamino-benzenesulfonato (aneS) ligands, three oxy-
gen atoms come from two aneS ligands and one water
molecule desperately. Among them, the N4 and O1 atoms
belong to the one aneS ligand. Thus, there is a Ag2O4S2
polygon. The bond distances of Ag–N range from 2.384(3)
to 2.432(3) Å and the distances of Ag–O range from
2.386(3) to 2.482(3) Å. The coordination mode leads to a
three-dimensional structure [6–8] (cf. the right of picture)
(symmetry codes: A = 1 + x, 1/2 − y, 1/2 + z; B = 2 − x, 1 − y,

1 − z; C = 1 + x, 3/2 − y, 1/2 + z; D = 1 − x, −1/2 + y, 1/2 − z;
E = 1 − x, 1/2 + y, 1/2 − z; F = −1 + x, 3/2 − y, −1/2 + z).
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

Ag . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
HWA . () . () . () . ()*
HWB . () . () . () . ()*
HA . () . () . () . ()*
HB . () . () . () . ()*
N . () . () . () . ()
HA . . . .*
HB . . . .*
N . () . () . () . ()
O . () . () . () . ()
OW . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
S . () . () . () . ()
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