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1. 'H NMR spectrum of 5

Sample code:metox ( saleh zadeh )
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2. BC NMR spectrum of 5

Sample code: metox ( saleh zadeh )
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3. M.S spectrum of 5
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4. FT-IR spectrum of 5

PerkinElmer Spectrum Version 10.01.00
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Analyst Moradi
Date Sunday, December 15, 2013 11:09 PM

1034
1004

-
I

|
B.90¢] -1\

fi55.43cm-1

| |
[ || 196$.62cm. 1
| "i»' | ] |
21.96cm-1 855.87cm-| \
\
i

| |
| 1044.3%cm-1 496.51cm-1

%T

604 3

= =257 Il

S 1584 57cm-1 M43 TP

557 2867.93cm-1 ot 260m-1 | ‘
] ] | 1flei-1  1022.10cm-1

50/ \ 7 |1442.98¢m

\ | 1076.14cm1  752.14cm-1
3499.84cm-1 1603.21em-1 h 1269.39cm-1

1551.53cm-1311.32¢m-1
vaes .35 nL11248.755m-1
465.350m-

35 2962.21cm-1 1380.44cm-1

32 T v : T T T —

4000 3500 3000 2500 2000 1500 1000 500400

cm-1

—————— meto6 Sample 3951 By Moradi Date Sunday, December 15 2013



5. X-Ray crystal data for §

(C36 Hyo N1Oy), M = 559.76, Monoclinic, a = 14.9211(6) A, b =9.5163(2) A, ¢ =23.0981(9)
A, a=90.00 °, #=99.446(3) °, y = 90.00 °, V" =3235.31(19) A3 ,T = 120(2) K, Space group
P21/c, Z = 4, 18503 reflections measured, 7019 independent reflections (R;,, = 0.0464). The
final R; values were 0.0674 (I > 20(I)).The final wR(F?) values were 0.1554 (I > 20(1)).The
final R; values were 0.0843 (all data).The final wR(F?) values were 0.1631 (all data).
Absorption coefficient was 0.073 w/mm, Radiation type was MoK\a, Goodness of fit on F?

was 1.190. CCDC number CCDC 992193.

Compound reference d:\determination\solution\c424\khc424
Chemical formula C36 H49 N]O4
Formula Mass 559.76
Crystal system Monoclinic
alA 14.9211(6)
b/A 9.5163(2)
c/A 23.0981(9)
al° 90.00

p/° 99.446(3)
/° 90.00

Unit cell volume/A3 3235.31(19)
Temperature/K 120(2)
Space group P21/c

No. of formula units per unit cell, Z 4

Radiation type MoKa
Absorption coefficient, 4/mm-! 0.073

No. of reflections measured 18503

No. of independent reflections 7019

Rins 0.0464
Final R;values (I > 2a(1)) 0.0674
Final wR(F’,) values (I > 20(1)) 0.1554
Final R;values (all data) 0.0843
Final wR(F’,) values (all data) 0.1631
Goodness of fit on F? 1.190
CCDC 992193
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