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Crystallography Data for Compound So

<

The ellipsoid contour % probability level is 50.

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

SGK0701

Cxn HyBrNOgS

506.36

223(2) K

0.71073 A

Hexagonal

P6s

a=11.4848(5) A o=90°.
b=11.4848(5) A B=90°.

¢ = 28.4095(15) A v = 120°.

3245.2(3) A3

6

1.555 Mg/m?

2.036 mm!

1548

0.220 x 0.180 x 0.120 mm?3
2.048 to 28.336°.

\Y)
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Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.242°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

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

Absolute structure parameter
Extinction coefficient

Largest diff. peak and hole

-15<=h<=15, -15<=k<=135, -37<=1<=37

204302

5402 [R(int) = 0.1036]

100.0 %

Semi-empirical from equivalents
0.7457 and 0.6684

Full-matrix least-squares on F2
5402 /1 /281

1.034

R1=0.0303, wR2 = 0.0554
R1=0.0542, wR2 =0.0616
-0.004(2)

n/a

0.252 and -0.224 e. A=

S3
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"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDC

a0
R

9
]

{

wn
88

e
REES

Bt

EEECCEEEEEESS
EEEEBREEREEES
SETT YT T T T e

A

SLAE

S

=

conbuTo
EEEsSsIs
sininioinieiod

=0.00

59

, ¥ T T 7T T TT
r T T T T T T T T T T T T T T T v T T T T T T T i T T T T T T T T T T 1
0.5 10.0 95 8.0 8.5 80 75 7.0 B6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 2.5 20 1.5 1.0 05 0.0 -0.
1 (ppm)
13 .
C NMR (100 MHz) in CDCl;
N
1
NS z== .
=2 EEx 2 2
[l . \‘I.H T
g P
2z 2
' 53 \ '
o |
]
|
. Ll I iR . N
r T T T T T T T v T T T T T T T T T T T T T T T T T T T T T T T T T T v T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 B0 0 40 30 20 1m0 ]

1 (ppm)



S10

J. Org. Chem. Supporting Information

"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDCl;
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"H NMR (400 MHz) in CDCl;
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HPLC analysis
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