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Table S1.  Crystal data and structure refinement for 6ad (CCDC2068139).

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

Unit cell dimensions

Volume

zZ

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
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 F?

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

Extinction coefficient

Largest diff. peak and hole ~ 2.722 and -1.165 e. A3

1 a

C26 H21 Br2 C1 O

544.70

296(2) K

0.71073 A

Monoclinic

P2i/c

a=18.6040(8) A o=90°.
b=123733(4) A B=97.6430(10)°.
c=20.0612(8) A y=90°.
4576.9(3) A3

8

1.581 Mg/m?

3.675 mm’!

2176

0.443 x 0.050 x 0.025 mm?

2.194 to 28.309°.

-24<=h<=24, -16<=k<=16, -26<=1<=26
202295

11380 [R(int) = 0.1153]

99.9 %

Numerical Mu Calculated

0.7457 and 0.6638

Full-matrix least-squares on F?

11380/ 0/ 541

1.021

R1=0.0827, wR2 = 0.2047
R1=0.1548, wR2 = 0.2544

n/a
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'H NMR of compound 6ah (300 MHz, CDCL,)

-F

o
n
(=]
N

!

o
<
o

S73


user
打字機文字
S73


=~ “Br
O]
® g
E:Z 1:.0.5 |IID

Br
=
(@]
=

Br

1 I o) i REEZRLAEH] | G BE2 T I Ak I i I i T ) 4 LER
150 140 130 120 110 100 90 80 70 60 50 40 30

200 190 180

pem

10

20

170 160

BC{!H} NMR of compound 6ah (75 MHz, CDCI, )

S74


user
打字機文字
S74


18L2¢
mmmm_m/
0ceee—

mmvm_m\
it
@N@F_mW
9lLLE

Ntm_m\
mmmm_m
£69G°C

14740
6L2y'L
piEy'.
Goey',
esayL
16SY'L
09.y'L
8087,
108G,
€969,
168G,
€255/
109G,
€199,
96.9'L
89,
0885/
FALY)
02%6',
1896'L
96.6',
1646,

Br

Ph

ppm

r

a0

W

202

007

'H NMR of compound 8 (300 MHz, CDCL,)
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'H NMR of compound 9 (300 MHz, CDCl,)

S76


user
打字機文字
S76




