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S1: '3C and DEPT -NMR spectra (CD£L25 MHz) of Compound (Maroccanin)
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S2 'H-NMR spectrum (CDG| 500 MHz) of Compound (Maroccanin)
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Expansion'H-NMR spectrum (CDG| 500 MHz) of Compound (Maroccanin)
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S4 Expansion*H-NMR spectrum (CDG| 500 MHz) of Compound (Maroccanin)
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S5: COSY spectrum (CD@| 500 MHz) of Compound (Maroccanin)
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S6: COSY spectrum (CDg500 MHz) of Compound (Maroccanin)
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S7: Expansion, COSY spectrum (CRCH00 MHz) of Compound (Maroccanin)




eradorMLS victor JB
BS 10-2 IPNA-CEIC
esic_hsge COCI3 {C:\datalvictor} mis 13 i

HSQC

S8: HSQC spectrum (CDgl500 MHz) of compound (Maroccanin)
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S9: Expansion, HSQC spectrum (CRCI00 MHz) of compound (Maroccanin)
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S1Q HMBC spectrum (CDGJ 500 MHz ) of Compound (Maroccanin)
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S11 Expansion, HMBC spectrum (CD£LB00 MHz) of Compound(Maroccanin)
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S12 Expansion, HMBC spectrum (CD£500 MHz ) of Compound (Maroccanin)
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S13 Expansion, HMBC spectrum (CD£b00 MHz ) of Compoundi(Maroccanin)

15




. g 1rgd20rMLS victor J8 —
NOESYPHSW_NP CDGCI3 {C:idatalvictor} mis 13

S14 NOESY spectrum (CDG| 500 MHz) of Compound(Maroccanin)

16



Elemental Composition Report

Multiple Mass Analysis: 45 v es) prc
Tolerance = 5.0 PPM / DBE: min = D 0, max =
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

50.0

8633 formula(e) evaluated with 23 results within limits (all results (up to 1000) for each mass)

Elements Used

Page 1

C: 0-90 H:0-150 N: 0-1 O: 040 Na: 0-1
Inaki ( BS4g) 30 (1.075) Cm (27:32) 2: TOF MS ES+
? 1.048+003
160 271.0940
311.0884
9% 142.9675
1 |1e8.9575 366.0987
413 2658
| 1 | [ 599.4351 ;45 62095 801.6837 855.7396
Lad bl | | o e 942.8254
0- Ry T T ! T y T T T T T T T 1 Mz
100 200 300 400 500 600 700 800 9200 1000 1100 1200 1300 1400 1500
Minimum: 10.00 0.0
Max imum: 100.00 100.0 5.0 50.0
Mass RA Calc. Mass mba PPM DBE i-FIT Formula
B01.6837 10.03 801.6820 1.7 2 1.5 4.3 ca4a7 H93 09
599.4351 13.53 -
519.1981 12.65 519.1995 -1.4 -2.7 12.5 7.2 c28 H32 OB Na
519.1960 2 4.0 24.5 14.3 ©37 H27 03
449.3686 12.14 ——=
413.2658 16.10 413.2668 -1.0 -2_4 5.5 2.6 c24 H38 ©4 Na
395,1501 10.63 395.1495 0.6 1.5 12.5 10.3 cz3 H23 ©O6
381.1711 12.78 381.1702 0.9 2.4 11.5 38.0 c23 H25 OS5
369.0957 37.10 369.0950 0.7 1.9 .5 7.6 cis H18 O7 MNa
369.0974 -1.7 -4.6 1258 11.2 czo0 H17 O7
356.0744 17.16 356.0746 -0.2 -0.86 9.5 0.2 C16 H1S5 N O7 Na
339.0844 13 .78 339.0845 -0.1 -0.3 9.5 25.3 €17 H16 ©O6 Na
325.0971 18.69 -
317.1362 14.93 317.1365 -0.3 -0.9 5.5 8.5 €16 H22 ©O5 Na
311.2930 10.83 --
311.0884 53.73 311.0895 -1.1 -3.5 8.5 6.5 C16 H16 OS5 HNa
303.1237 17.00 303.1232 0.5 1.6 8.5 23.7 c17 H19 OS
301.1411 19.31 301.1416 -0.5 -1.7 5.8 3.a c16 H22 ©04 Na
297.0823 19.09 297.0822 0.1 0.3 2.5 4.1 cio H17 o©O10
293.0784 23.6 293.0790 -0.6 -2.0 9.5 9.8 C16 H14 ©O4 Na
287.0692 17.38 287.0684 0.8 2.8 11.5 5.4 c17 H12Z ©03 Na
286.9716 13.19 ———
283,083 TS —0:-5 -1.8 -3 T 27
o 19.21 ——=
271.0940 100.00 271.0946 -0.6 -2.2 6.5 -3 % cl14a H16 ©Oa Na
65,0497 23.23 269.0509 -1.2 -4.5 2.5 0.7 €8 H13 o010 )
256.90 .
254.9895 10.16 = S = e Clil H4 ©O6 Na
244.9069 10.34
242.9832 10.82
241.0407 12.90
240.9837 14.83 240.9832 0.5 2531 3.5 75.5 c5 HS o1l
236.0708 27.94 .0712 -0.4 -1.7 1l.5 5.0 c15 H10 N 02
228.9693 19.45
226.9874 14.23
212.9730 20.37
204.9138 16.87
198.9946 11.57
198.9575 34.46
184.9789 12.71
182.9618 12.03
170.9630 31.06

S15: High resolution (ESI+) Mass Spectrum of compodfidaroccanin)
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