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X-RAY CRYSTALLOGRAPHIC INFORMATION
ORTEP diagram for 5I; summary of data: The Cambridge Crystallographic Data Centre (CCDC)

no.: 2023035; unit cell parameters: a = 12.135(2) b=13.466(3) ¢ = 13.797(3) P-1.

Figure 1. X-ray crystal structure of compound 5I.
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'H NMR, 3C NMR AND MASS SPECTRA OF THE COMPOUNDS
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Abundance Scan 201 (2.224 min): MSD_805.D\data.ms
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M.T.Nazeri 16 13CNMR in CDCI3 at 298K 99/02/15
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Abundance Scan 198 (2.192 min): MSD_817.D\data.ms
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Abundance Scan 133 (1.501 min): MSD_807.D\data.ms
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Scan 134 (1.512 min): MSD_809.D\data.ms
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Abundance Scan 264 (2.894 min): MSD_811.D\data.ms
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M.T.Nazeri 9 13CNMR in CDCI3 at 298K 99/02/
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Abundance Scan 183 (2.033 min): MSD_813.D\data.ms
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Abundance Scan 182 (2.022 min): MSD_815.D\data.ms
5722

1800000;
1700000 MeO,C, CO,Me

1600000 ﬂ\ /\
N N
1500000 H Br
1400000
1300000
1200000
1100000
1000000
900000
800000
706000 6283
600000

500000

571

400000
540.2
508.2

300000
200000

100000 597.3

891 155.0 245.1 426.1 660.4
'y

7025 7375 776.0801.7 846.7

u Iy
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 350 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 80O 820 840 850

14S



Cl

CO,Me

MGOZC
Cl
6.82

f1 (ppm)

6.84

38 37

f1 (ppm)
6.16  6.09
f1 (ppm)

NMR.113.1.1r
1H NMR

foes

S6T
00°E

and

th._
S80
Ot
LT
0E°E

697

T—w.._

55 50 45 40 35 30 25 20 15 1.0 05 00 -05
1 (ppm)

6.0

Test CDCI3 13CNMR in CDCI3 at 298K 99/02/15

Guest.9188.1.1r

9001 —
09'¢I—

PLGT—

ey =

LS

16°9L

9'LL
WL

0LT6—

oL66—
£6°E01—
85601 —
HSTT

N
99zl

£ppel W
S8'sZI~-
ez~
%821
b OET
pTZEL \.
SPEEL

Sp9EL

wwi

9EBYI
I9TI5I—
80°551 ~

PE'SIT~
S6'591~"

110 100
f1 (ppm)
15S

120

130

140

CO,Me
cl
170 160 150

180

MeO,C
cl
190

200

210




A.bundance_ Scan 239 (2.628 min): MSD_855.D\data.ms 616.4
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Abundance Scan 150 (1.682 min): MSD_856.D\data.ms
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Abundance Scan 307 (3.351 min): TEST 991975.D\data.ms
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5.n P20-B 1HNMR in CDCI3 at 298K 99.11.21
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Scan 141 (1.586 min): TEST 99197 1.D\data.ms
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S.n P22-A 1HNMR in CDCI3 at 298K 99.11.21
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