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Supporting Information

X-Ray Structure, Crystal Data and Structure Refinements for 20

Crystal data and structure refinement for 20

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

Two-theta max. for data
Index ranges

Reflections collected
Independent reflections
Absorption correction
Refinement method

Data / restraints / parameters
Goodness-of-fit on F"2

Final R indices [I>2sigma(l)]
R indices (all data)

Absolute structure parameter
Largest diff. peak and hole

Dmitry

C21 H22Br I N O2,C6 H4 N O3, C6 H5 N O3
804.428

183(2) K

0.71073 A

Triclinic

P-1

a=8.7052(1) A alpha =75.2788(7) deg.
b =12.2035(2) A beta = 88.3395(7) deg.
c=16.0777(4) A gamma = 83.2541(12) deg.
1640.49(5) A"3

2

1.629 Mg/m”3

2.25 mm~-1

804

0.16 x 0.17 x 0.19 mm

58.0 deg.

-11<=h<=11, -14<=k<=16, -20<=I<=21
11515

8629 [R(int) = 0.025]

None

Full-matrix least-squares on F"2

7266 /0/415

1.009

R1 =0.034, wR2 = 0.066

R1=0.043, wR2 = 0.068

0.02(10)

0.85 and -1.35 e.A"-3

S2
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7.26 Chloroform-d
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7.26 Chloroform-d
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7.26 Chloroform-d
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