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Structure Elucidation Report for compound 1
Initial Data

Composition Restrictions:

Molecular Weight = 0.000-1000.000

Double Bonds Equivalent = 0.00-100.00

Allowed Composition = C(0-100) H(0-100) O(0-20) N(0-10)
Molecular Formula = C27H32015

Spectral Data:

standard 1H - 20 peaks

merged 1H - 20 peaks

standard 13C - 27 peaks

merged 13C - 27 peaks

COSY 1H-1H - 25 peaks
HSQC-DEPT 13C-1H - 20 peaks
HMBC 13C-1H - 49 peaks

Most Probable Structure

Following structure has been placed to the first position after spectra calculation
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Carbon Assignment
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Proton Assignment

CH # | N | Mark | Shift (oppm) | Protons
3.8 1] 9 2.959 1
O 2 | 4 2.987 1
3 12 3.077 1
4 | 7 3.220 1
CH.| 5  #® 3.256 1
O/ 3.80 | 6 | 11 3.312 1
78 3.404 1
8 | 10 3.600 1
9 | 5 3.627 1
10 | 4 3.666 1
11 3 3.795 3
12 | 2 3.833 3
13 | 1 3.869 3
_OH 14| 5 3.950 1
15 | 16 4.161 1
16 | 15 4.911 1
17 | 13 6.694 1
OH 18 | 14 6.744 1
19 | 17 7.247 1
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Generated Structures
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7 (ID=379) 8 (ID=419) 9 (ID=417)
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dy(13C+1H): 6.134

dy(13c+TH): 6.271

dy(13c+1H): 6.286
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13 (ID=370) 14 (ID=337) 15 (ID=336)
HO HO HO HO
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19 (ID=300) 20 (ID=338) 21 (ID=375)
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Experimental Spectra Data

standard 1H



Normalized Intensity

Structure Elucidation Report for compound 1 (Page 8)

ey N

— ~ _

1H M1HM$§’ 3)
(o]
M11(d, 15) T
N~
@
[s2]
M03(d, 4)
M01(m, 9)
8
M20(d, 18) K
M19(d, 17)
M18(d, 14)
M17(d, 13)
N
5285 R e~ |
TS Ty g leeeds
J‘ @ NS 2V
[s2]
N % MM

— — r/;? (N 5 s
0.97 0.86 1.00 0.88 2.21 1.07 1.07 2.98 2.88 2.95 3.43 1.48 11.46 2.91 1.13 2.19
I I | | ! I ! | | | 4 I ! H ! d

Normalized Intensity

14 12 10 8 6 4 2 Chemical Shift (ppm)
standard 13C

13C_oneNMRprobe

MO6(s, 8)
Mo1(s, 9)
M17(s, 19) M12(s, 10)
M24(s, 24) M15(s, 14) M11(s, 11) M08(s, 1)
M25(ns[, 25) M18(s, 17) M02(s, 12) M09(s, 2)
M26(s, 26) M16(s, 15) M10(s, 3)
M21(s, 21) M20(s, 18) M03(s, 4)
M22(s, 22) M19(s, 20) M14(s,13)  Mo5(s, 6)
M27(s,27) M23(s, 23) MO'(I\(Ils,16) ] "10:58, 7)LO'\V
o) ® - g oS
by T~ Teo

o r R ) = 1
1.J2 1.|01 O.u89 O.|78 O.‘79 O.|80 O.‘80 O.‘QO O.‘72 1.|03 O.u89 1.‘18 1.|09 1.|04 1.‘00

220 200 180 160 140 120 100 80 60 40 Chemical Shift (ppm)
COSY 1H-1H



Structure Elucidation Report for compound 1 Page 9)

cosy.fid.esp 11
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Elucidation Protocol

Start: Structure Generation 07/26/2023 15:46:27
Correlation Spectroscopy Based Structure Generator options:
Keep Generated Structures = Yes
Clear Generated Structures List Before Generation = Yes
Add Structures Already Existing in Generated Structures List = No
Transfer Spectra to Generated Structures = Yes
Use Assignment when Removing Duplicates = Yes
Allow Filter during Generation = Yes
Use Only 1000 First MCD(s)
Allow "Fuzzy" Generation = Yes
"Fuzzy" Generation Options were Determined Automatically
2D NMR Spectral Data Must Contain Connectivities = Real spectrum
Increase Connectivity Length when Merging Connectivities = No
Allow Bonds between Heteroatoms = No
Allow Bonds between Heteroatoms of the Same Atom Type = No
Use NMR Shifts Correlation Table = 2
Maximum bond multiplicity = 3

3 2

MCD #1 (ID = 0): (197109/0) structures have been generated and (484/0) structures stored
197109 structure(s) have been generated by Correlation Spectroscopy Based Generator and 484 structure(s) have been stored.

Generation time: 2 h 09 m 15 s (Check: 5 s, Generation: 2 h 09 m 10 s 340 ms)
No (from No) connectivities have been extended during generation
Finish: Structure Generation 07/26/2023 17:55:43

1

50

100

150

200





