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1.

X-ray crystallography of compound 3s

(Displacement ellipsoids are drawn at the 35%
probability level)
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3s (CCDC. 1434946)

Identification code
Empirical formula
Formula weight
Temperature/K

Crystal system

Space group

alA

b/A

c/A

a/°

pr°

y/°

Volume/A?

VA

Peacg/cm’

p/mm™

F(000)

Crystal size/mm?®
Radiation

20 range for data collection/®
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?
Final R indexes [[>=2c (1)]
Final R indexes [all data]
Largest diff. peak/hole / e A’

Flack parameter

S1

3s

Cs1H%N,0,4S

398.46

291(2)

orthorhombic

P212124

8.291(5)

10.918(5)

22.462(5)

90.000(5)

90.000(5)

90.000(5)

2033.3(16)

4

1.302

1.659

840.0

0.420 =<0.400 x%0.350
CuKa (A= 1.54184)
7.87210139.54
-9<h<7,-12<k<10,-25<1<26
5986

3612 [Rin; = 0.0283, Rigma = 0.0348]
3612/2/260

1.087

R; =0.0454, wR, = 0.1149
R; =0.0552, wR, = 0.1357
0.19/-0.21

0.058(19)




'H, C NMR, and HPLC spectra for compounds 3a-v, and compounds 4, 5, and 6.
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'H NMR, ®*C NMR and HPLC of 3a
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'H NMR, ®*C NMR and HPLC of 3b
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'H NMR, ®*C NMR and HPLC of 3¢
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'H NMR, *C NMR and HPLC of 3d
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'H NMR, ®*C NMR and HPLC of 3e
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'H NMR, ®C NMR and HPLC of 3f
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'H NMR, *C NMR and HPLC of 3g
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'H NMR, *C NMR and HPLC of 3g
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'H NMR, ®*C NMR and HPLC of 3i
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'H NMR, *C NMR and HPLC of 3j
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'H NMR, ®C NMR and HPLC of 3k
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'H NMR, ®*C NMR and HPLC of 3n
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'H NMR, C NMR and HPLC of 30
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'H NMR, *C NMR and HPLC of 3p
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'H NMR, *C NMR and HPLC of 3q
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'H NMR, ®*C NMR and HPLC of 3r
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'H NMR, ®*C NMR and HPLC of 3s
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'H NMR, ®C NMR and HPLC of 3t
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'H NMR, *C NMR and HPLC of 3u
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