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Abstract: In this research N(2-chloro-phenyl)4-nitro-thiobenzamide as a
ligand was synthesized. One mmol of mercury oxide was added to the
solution of 1 mmol ligand in 45 ml chloroform and after 90 min the mixture
through celite or BaS to remove unreacted mercury(Il) compounds. The
yellow crystals, which formed by slow evaporization, was separated and
recrystallized from chloroform as fine yellow crystals with 87% yield and
dried in vacuo. The crystal structure of above complex was determined by
single crystal X-ray diffraction method. The complex crystals in a monoclinic
unit cell with a =8.2822(9) A, b=12.2907(9) A, ¢ =13.1243(13) A, a.= 90°,
B = 98.729(5)°, y = 90° and Z = 2 and space group P21/c. The S-Hg-S is
linear with angle of 180°.
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Chemical formula

Formula weight
Temperature
Radiation, wavelength

Crystal system, space group

Unit cell parameters

Cell volume

V4

Calculated density
Absorption coefficient p
F(000)

Crystal colour and size
Reflections for cell refinement

Data collection method

0 range for data collection
Index ranges
Completeness to 0 = Yo/-°©
Reflections collected
Independent reflections
Reflections with F2>vo

Absorption correction

Min. and max. transmission

Structure solution
Refinement method

Weighting parameters a, b
Data / restraints / parameters
Final R indices [F2>Yo]

R indices (all data)
Goodness-of-fit on F2
Largest and mean shift/su

Largest diff. peak and hole
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Hg(\) e R AR < YATAN)
S(Y) < #OAFAOY) -+ FOYYAQ) \RINIZI) <+ YYAA)
ClI(v) < EYANE(VD) SYFYEEQOY) VAYFAA(Y +) <o FafN)
N(O) - AFFE(E) - NFOV(Y) V- OYS(Y) YY)
N(Y) VYYEY(F) S YAEAY) VOYYA(Y) < YPAUN)
o) \YOYA(Y) <N FOF() VOAEY(Y) <o YYE)
O(Y) VIS (%) Y VEY) VOYVS(Y) - FEDA)
C(v) AAIN()) < VFAQ(F) - ABYA(T) < YVOOY)
C(Y) < FEYY(0) SYYe e (P) <A YA S YAPOVY)
C(v) OAVE(©) - YR\ (F) CASYY(Y) S YFOONY)
C(¥) < FOY () SAYYA) < VOFA(Y) < FY00T)
C(0) AR () < FYV(H) <IYAYY(Y) A ARIAAD)
C(%) - YAYE (o) « 1 OYACF) < AREY () < YA )
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C(A) - Af-0(F) <V FOO() VYYEN(Y) V0 ()
C(v) V- VAB() S YERN(F) VYEaY(Y) <2 YYYQ)
C(r+) VNYED) SYYe () VYY) < YEO(N +)
C(\Y) YAYAY(E) <N Y(Y) Y EVYY(T) <+ YYQ)
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Hg())-S(1) YyYevyo ey Hg(h)-S(v) YYEYYO) -)
S(V)-C(v) V,YYO(E) CI(V)-C(v) \YYE)
N(O)-C(H) VEYEO) N(O)-C(v) \,YYO )
N(v)-0(1) \,YYach) N(7)-0(Y) VYY)
N(v)-C(1Y) VFYED) C(V)-C(v) \ YA0()
C(V)-C(») VEYY ) C(v)-C(v) \F-00)
C(v)-H(Y) < A0 C(v)-C(¥) \YEY(Y)
C(%)-H(¥) < A0 C(%)-C(s) \YAY(®)
C(0)-H(o) < A0 C(0)-C(¥) \ Ya9¢5)
C(s)-H(#) < A0 C(Y)-C(A) 1,04V ()
C(A)-C(9) \ ¥A0¢) C(A)-C(\Y) V¥ (0)
C(1)-H(?) < A0 C(1)-C(v+) \YAS(P)
C(v-)-H(-) < A0 C(rv-)-C(1) \YAY ()
C(\)-C(\v) RAAIO)) C(\v)-H(\v) <20
C(\v)-C(\v) RAAIO)) C(\v)-H(v) <20
S(V)-Hg(\)-S(1#Y) YA Hg())-S(1)-C(v) V-9,0-(\Y)
C(V)-N(V)-C(v) YYYAQY) O(V)-N(¥)-O(Y) YYY YY)
O(OV)-N(¥)-C(vv) VVYAF) O(Y)-N(¥)-C(1Y) VYAACF)
NO)-C(V)-C(Y) VY-V (F) NO)-C(1)-C(#) 119,0(F)
C(v)-C(V)-C(») 1195 (F) CI1(V)-C(v)-C(v) VVAY)
CI1(V)-C(v)-C(v) 1195 (F) C(V)-C(v)-C(¥) VY- 8(5)
C(v)-C(v)-H(v) VY. C(v)-C(v)-C(¥) 119,0(F)
H(v)-C(¥)-C(¥) VY. C(v)—C(f)-H(¥) 119,06
C(v)—C(%)-C(0) YYAN(F) H(%)-C(¥)-C(s) 119,06
C(¥)-C(o)-H(s) 119)F C(f)-C(0)-C(») RARIN)
H(0)-C(6)-C(¥) 119)F C(V\)-C(5)-C(s) VAN CE)
C(\)-C(s)-H(#) VY- A C(06)-C(s)-H(#) VY- A
S(V)-C(Y)-N() VYY) E(Y) S(V)-C(v)-C(A) VY- E ()
NO)-C(V)-C(A) VYA () C(Y)-C(A)-C(2) VYY)
C(Y)-C(A)-C(\v) YYY Y (F) C(1)-C(A)-C(\v) 114, (F)
C(A)—C(2)-H(9) V14,8 C(A)-C()-C(v+) VY- ACF)
H(2)-C(1)-C()+) V14,8 C(1)-C(r+)-H(+) VY- A
C()-C(r+)-C(vv) VYAY(F) H( - )-C(y-)-C(VY) VY- A
N(¥)-C()-C(v+) VY (F) N(¥)-C(")-C(\v) VYAY(F)
C(\-)-C()V\)-C(\v) YYY,A() C(\V)-C(\Y)-H(\Y) RN
C(\V)-C(Ov)-C(\v) VYAS(E) H(O\v)-C(\v)-C(\v) \Ye v
C(A)-C(v)-C(vv) VY-V (F) C(A)-C(\v)-H(v) RENY

CO\v)-CO\v)-H(\v) RN
Symmetry operations for equivalent atoms
#1 —x,—y+2,—z+1
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