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Abstract
C27H21N3OS2Sn, triclinic, P1 (no. 2), a = 11.064(3) Å,
b = 11.538(3) Å, c = 12.257(3) Å, V = 1258.2(6) Å3, Z = 2,
Rgt(F ) = 0.0316, wRref (F

2) = 0.0664, T = 298 K.

CCDC no.: 632128

Themolecular structure is shown in Figure. Table 1 contains
crystallographic data and Table 2 contains the list of the
atoms including atomic coordinates and displacement
parameters.

Source of material

The title complex was obtained in a one-pot reaction,
refluxing alicylaldehyde, 5-amino-1,3,4-thiadiazole-2-thiol
and triphenyltin chloride in ethanol/benzene with a ratio of
2:3 for 4 h. The orange yellow solution was cooled and
filtered. The clear solution was distilled and recrystallized
from an ethanol/benzene mixture (v/v = 1:2). The block-
shaped yellow crystals of the title compoundwere obtained.
Yield: 76% (base on Sn element), and elemental analysis:

calc. for C27H21N3OS2Sn: C 55.31, H 3.61, N 7.17; found: C
55.52, H 3.28, N 7.02.

Experimental details

All hydrogen atomic positions were added using a riding
model. Their Uiso values were assigned with common
isotropic displacement factors Uiso (H) = 1.2 times Ueq

(C, benzene ring and methylene) and 1.5 times Ueq

(O, phenolic hydroxyl).

Comment

Among organotin(IV) complexes, Sn(IV) thiolates are the
most extensively used, with commercial applications [3, 4]
in physical and chemical properties that are promising for

Table : Data collection and handling.

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

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

Programs: Bruker [], SHELX []
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the creation of new biologicals and anti-cancer-activity [5].
The investigation of organotin(IV) complexes have been
focused on acquiring well-defined Schiff base organotin
complexes, which have potential applications in catalysis
and biological activity [6]. To the best of our knowledge,
thiolates that contain the following two structural units
HS–C–N–N or S=C–N–N can coordinate to metal ions
through S or N or both atoms [7, 8]. As a result of our
continuing interest in the coordination of organotin with S,
N ligands we here report the synthesis and crystal structure
of the title compound.

In the title structure, the Sn atom centre exhibits a four-
coordinated tetrahedral geometry with three phenyl C and
one S atom from the Schiff-basemoiety. The bond angles of
C–Sn–S (107.14(9), 113.62(8) and 97.79(10) Å) are unequal,
so the tetrahedral geometry is distorted. The Schiff-base
ligand coordinates to the Sn atom as a monodentate mode.
The bond length of Sn–S is 2.478(3) Å, which is comparable
with those reported in the literature [9, 10]. The intra-
molecular hydrogen bonding occur by a typical O–H⋯O
interaction.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

Sn . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
O . () −. () . () . ()
H . −. . .*
S . () . () . () . ()
S . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C −. () . () −. () . ()
H −. . −. .*
C −. () . () −. () . ()
H −. . −. .*
C −. () . () −. () . ()
H −. . −. .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
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