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1. 'H NMR and *C NMR spectra of 2~ 6.
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Figure S1. "H NMR spectrum of 2a in CDCls.
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Figure S2. *H NMR spectrum of 2b in CDCl.
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Figure S3. °C NMR spectrum of 2b in CDCls.
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Figure S4. *H NMR spectrum of 3ain CDCls.
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Figure S6. "H NMR spectrum of 3b in CDCl;
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Figure S7. °C NMR spectrum of 3b in CDCls.
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Figure S8. *H NMR spectrum of 4a in d®-acetone.
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Figure S9. °C NMR spectrum of 4a in d”-acetone.
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Figure S10. *H NMR spectrum of 4b in d®-acetone.
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Figure S11. ~°C NMR spectrum of 4b in d’-acetone.
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Figure S12. *H NMR spectrum of 5a in CDCls.
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Figure S13. ~°C NMR spectrum of 5a in CDCls.
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Figure S14. *H NMR spectrum of 5b in CDCls.

S8

HIE TEEE
B a1
PROCM 1

F2 - Meguibitien Parawtars
Onte_ 20060617
Tima w.m
IETAMN i
FABO B 0L 1351
PULPRG g

™ Lo=)
ELYENT oEE

;] &2

o 4

B 1798 B11 Hx
FIDAES ©.J74450 Hz
L] 1 BRI oo
| T 6

L] a7 .80 ueec
E 8.90 wec
E TN

o1 200000000 e
o1 0.0E090000 =
[ 0. 00020 wer
= mE 1

N 130

P 9.4 wec
(L] -1.00 B
i TS, 4TS3E5S Mz
— CHMNEL 12

[+a1 22 waltzi8
[T H
POPR 8. ueer
Az RN :]
A1z 18.00 B
LB 8.0 8
i 300 1313006 MHz

F
L] B
=n a
i) 1.00 Hx
[-:] L]
o 1.8

20.00
o 4% a
Fip 180000 pen
F1 178 67 Ho
Fep -10,900 pem
F2 754 96 He
PN 9.5 pEnfcn
Hae 746.34649 Hzdcn

Current Data Porometers
NANE

2CEDELT
EXPMO 10
PROCHI 1
F2 - Acquiaikion Paramcters
Date_ 20060518
Time B.51
IHETRIN avaed
PAOBHD B mn DUL 130-1
PLLPAIS 2920
o 65F
SOLYENT [ H k]
Ng 16
05 2
SkH 6173.824 Hz
FIORER 0.094180 Hr
AB 5.J0OMEY see
RE 161
o B1.0040 usec
il B.00 uaer
TE 2\.3 K
04 2.00000000 ape
mm—m—— CHAMNEL fi ===
HuGL iH
Py 9.3 usec
PL1 -1.04 dB
9FOL X0.1318934 MHz

F2 - Processing poronaters
a1 3Z7E

8F M0.1300125 NHe
Ll ) 2]

55 q

LB 0.0 He
GB a

PC .04

10 WA plat perereters

=3 20,00 cn
CY 6.00 ch
Fip a.4a60 ppn
Fi 273,17 Hr
Fan -1.004 ppn
F2 -06.13 Hz
PPHCN 0.50404 panden
HZCH 150 _dBSEA Hzfcn



=+ M Ok~ m m 3 ocnowm i
. <y 338 gq3g 33
: 22 ERED RRRE BB
——
pan 160 140 120 100 14 [:L¢] 40 20 1}
- 13 -
Figure S15. ~°C NMR spectrum of 5b in CDCls.
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Figure S16. 'H NMR spectrum of 6a in CDCls.
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Figure S17. *C NMR spectrum of 6a in CDCls.
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Figure $18. *H NMR spectrum of 6b in CDCls.
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Figure $19. 3C NMR spectrum of 6b in CDCls.
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2. Crystal packing of 2b.

Figure S20. The C-H---O-N hydrogen bonds and m-rt stacking interactions existed in
the crystal packing of 2b: (1) d c.h.—.0: 2.55 A, Oci.0: 146.0%; (2) d c.po0: 2.64 A,
Oc.H--o: 12910, (3) d C-H-o0. 2.64 A, fcH-—-o: 12910, (4) d C-H—-o0. 2.69 A, fcH---o:
14090, (5) d c-H--0.2.63 A, Oc.H-0: 15090, (6) d C-H--o0. 2.66 A, Oc.H--o: 10330, (7) d
C-H---O- 255A, Och-o. 14600, (8) d C-H---0- 266A, Oc.H-o: 10330, (9) d C-H---O- 242/&,
Och-—o: 144.5% (10) d c.p—o: 2.69A, Gc.h0: 149.0% (11) d . 3.16 A,

Figure S21. The crystal packing of 2b viewed along c-axis. Hydrogen atoms are
omitted for clarity.
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3. Crystal packing of 6b.

Figure S22. The iodine bonds involved in the crystal packing of 6b: (1) d,..;: 3.94 A; (2)
d|...|: 3.83 A, (3) dc_|___n: 3.50 A

Figure S23. The packing diagram of 6b viewed along a-axis. Solvent molecules and
hydrogen atoms are omitted for clarity.
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