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Figure 1: ORTEP diagram of N-(4-Chloro-2-nitrophenyl)-1-(4-chlorophenyl)-1H-tetrazol-5-amine 2c

with 50% ellipsoid.



Crystal Data and Structure Refinement for 2¢ at 296(2) K

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

Z

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 27.66°
Absorption correction

Refinement method

2¢
C13HsCLNGO,
351.15

296(2)
0.71073 A
Triclinic

P-1
a=6.4492(5) A
b=7.67327) A
c=15.1467(11) A
731.86(10) A’
2

1.594 Mg/m’
0.463 mm’'

356.0

a(®)=101.507(7)
B(°) =94.517(6)

v(°) = 90.802(7)

0.26x0.22 x 0.18 mm

25.00°

-T<=h<=7, -9<=k<=9, -17<=l<=17

2572

1682

99.8 %

Multi-scan

Full-matrix least-squares on F°
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Data / restraints / parameters

Goodness-of-fit on F*

Final R indices [I>2sigma (I)]

R indices (all data)
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Figure S1. Mass spectra of reaction mixture 1a prior to work up.
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'H and ®C NMR Spectra of the Compounds 2a-v and 4a-c
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