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Abstract: In this research, poly halogene—chalcogene
SeCl,ICl was synthesised and the crystal structure was
determined by a single crystal X—ray diffraction method.
This compound formed at temperature ranges from
70-150°C as ruby—red color and crystallizes in monoclinic
crystal system, space group P2, /c with 4 molecules per unit
cell. Lattice parameters of the compound are:

a=6088A b=6554A C=16032A

g=p=9  B8=9802° V = 633.5 A3

In addition, D.T.A analysis of SeCl,ICl crystals at

temperature ranges from -70°C to 194°C and IR studies in
the lower range of 700cm™ and Raman studies in the lower
range of 500cm™ were also carried out.
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Identification Code SeCIPICI

Empirical Formula CPPISe

Formula Weight 312.21

Temperature 293(2) K

Wavelength 0.71073A

Crystal System, Space Group

Unit cell Dimension

Volume

z, calculated density
Absorption Coefficient

F(000)

Crystal Size

teta Range for Data Collection
limiting indices

Reflections Collected/Unique
Completness of data
Absorption Correction

Max. and min. transsmition
Refinement Method
Data/Restrain/parameters
Goodness-of-fit on F?

Final R Indicse

R indices (all Data)
Extinction Coefficient
Largest Diff. Peak and Hole

moonoclinic, P2!/c

a=6.088(2)A; a=90°

b=6.555(1)A; £=98.02°(1)
c=16.032(1)A; y=90°

633.5(2)A3

4, 3.273Mg/m?

11.828mm!

552

0.25x0.23x0.21 mm

2.57°to 29.97°

-8<h=<8, 0<k<9, -22<]=<22

3694/1851{R (int)=0.0239}

upto teta=29.97° 99.9%

empirical, using psi-scan

0.9934 and 0.6317

Full-Matrix Least Squares on F?

1851/0/47

1.067

{I>2sigma(I)} R1=0.0182, wR2=0.0343

R1= 0.0317, wR2=0.0365
0.0087(3)
0.526 and -0.419¢.A3
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2.7091(7)

i di sls A s 1 85y a8 BCLICL 55 0 jlstiln) gt
s e 0L 00 S ol S sl pan

o3 o Kilan ploula sl zall 5 (x V2 77) a3l Slasina ¥ Jeus

X y z U(eq)
I 4759(1) 1504(1) 6629(1) 30(1)
e 8439(1)  3514(1) 6309(1) 30(1)

Cl(1)  6781(1) 6364(1)  5992(10 47(1)
Cl(2)  1113(1) -246(1) 6892(1) 39(1)
Cl(3)  8537(1) 2384(1)  5046(1) 46(1)
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1-C1(2) 2.5844(9) A
I-Se 2.7091(7) A
Se-Cl(1) 2.1504(8) A
Se-Cl(3) 2.1642(7) A
Cl(2)-1-Se 176.72(2) °
CI(1)-Se-Cl(3) 98.59(3) °
CI(1)-Se-I 95.40(3) °
Cl(3)-Se-I 98.16(2) °

ol SeCLICT J 8 yo 55 (A2 x 117) sl 3 Kiloaal il sla el ¥ Jaoo

(LI S PEFRRAPPRK | WU L PRV PRI L
—27% [h%a**U11 +...+2hka*b*U12]

Ul1 U22 U33 U23 U13 U1z

Be

Cl(1)
Cl(2)
CI(3)

28(1)  30(1) 33(1) -1(1) 6(1) -1(1)
26(1)  32(1) 34(1) -3(1)  7(1)  0(1)
48(1) 34(1) 60(1) 6(1)  10(1) 6(1)
31(1)  45(1)  40(1)  6(1)  3(1)  -7(1)
51(1)  55(1)  35(1)  -6(1) 11(1) 5(1)
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