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(1) 'H- and *C-NMR Spectra

SGS-1354-1

vamri

Study ownet

Spectrometer  Agilent-NMR.chem.com-vnmrs4@eraicr  vamri

Temperature 25

Pulse sequence PROTON

Solvent cdel3

Sample Name SGS-1354-1

Date collected 2021-05-13
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S5GS-1354-1-13C

Sample Name $GS-1354-1-13C Puise sequence CARBON

Temperature 25

Study owne:

vamri

Date collected 2021-05-17 Solvent cdel3 Spectrometer  Agilent-NMR.chem.com-vnmrs4d@eraior  vamr1
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S$GS-1540-11

Sampie Name SGS-1540-11 Pulse sequence  PROTON
Date collected  2021-11-09 Solvent cdcl3

Temperature 25 Study owner  vamri
Spectromater  Agilent-NMR.chem.com-vamrsd@@eraior  vamrl
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SGS-1540-11-13C

Sample Name SGS-1540-11-13C Pulse sequence CARBON Temperature 25 Siudy owner  vnmr1
Date collected  2021-11-10 Scivent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@erator  vamrl
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vnmri

Study ownet

Spectrometer  Agilent-NMR.chem.com-vnmrs40@erator  vamrl

Temperature 25

PROTON

Pulse seguence
Solvent cdcl3

Sampie Name SGS-1621-2

Date collected  2021-11-10
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S5GS-1621-2

Sampie Name SGS-1621-2 Pulse sequence CARBON Temperature 25 Study owner  vamri
Date coliected  2021-11-12 Solvent cdel3 Spectrometer  Agilent-NMR.chem.com-vnmrsd@@eraior  vnmri
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SGS-1541-21re

Sample Name $SGS-1541-21re
Date collected  2021-10-12

Puise sequence PROTON
Solvent cdcl3

Temperature 25 Study owner  vamr1

Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraior vamr1
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SGS-1541-21re

Sampie Name SGS-1541-21re

Pulse sequence  PROTON

Temperature 25 Study owner  vamrl

Date collected  2021-10-12 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs4@@eraior  vamrl
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5GS-1412-C20

Sampie Name $GS-1412-C20

Puise sequence PROTON

Temperature 25

Study ownes

Date coliected  2021-11-16 Solvent  cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@erator  vamr1
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$GS-1412-C20

Sampie Name $GS-1412-C20 Pulse sequence PROTON Temperature 25 Study owner  vnmri
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SGS-1412-C20-13C

Sample Name SGS-1412-C20-13C
Date collected  2021-11-17

Pulse sequence CARBON
Solvent cdcl3

Temperatire 25

Study owne:
Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraior  vnmrl
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SGS-1492-23re

7.263
6.958
6.955
6.930
6.927
6.768

Sample Name SGS-1492-23re Pulse sequence PROTON Temperature 25 Study owner vnmrl

Date collecled  2021-07-05 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs4d@eraicr  vamrl
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SGS-1492-23re

Sampie Name SGS-1492-23re Pulse sequence PROTON Temperature 25 Study owner
Date coliected  2021-07-05 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs4d@eraicr  vamri
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SGS-1492-23re

Sample Name SGS-1492-23re Pulse sequence CARBON Temperature 25 Study owne:  vnmrl

Date coliecled  2021-07-02 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs4@erator  vamri
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SGS-1332-1re

Sample Name SGS-1332-1re

Pulse sequence  PROTON

Temperature 25 Study owner vnmri

Date collected  2021-06-02 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@erator  vamri
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SGS-1332-1re

vamrl

Study owne:

Temperature 25

Pulse sequence PROTON

Solvent  cdel3

Sample Name SGS-1332-1re
Date collected 2021-06-02

Spectromater Agilent-NMR.chem.com-vnmrsd0@eraior  vnmri
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SGS-1396-2re

Sample Name SGS-1396-2re Pulse sequence PROTON Temperahire 25 Study owner vamrl
Date collected 2021-06-16 Solvent cdel3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@craior  vamri
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SGS-1396-2re

Sample Name SGS-1396-2re Puise sequence PROTON Temperatwre 25 Study owner
Date coliecied 2021-06-16 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs4d@eraior  vamri
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SGS-1396-2re-13C

Sampie Name SGS-1396-2re-13C
Date coliected 2021-06-18

Pulse sequence CARBON

Solvent  cdel3

Temperature 25

Study owner  vamri

Spectrometer  Agilent-NMR.chem.com-vnmrs40@oraior  vamri
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SGS-1420-12re

Sampie Name SGS-1420-12re Pulse sequence PROTON Temperature 25
Date collecled 2021-06-14 Solvent cdel3

Study ownet

vamr1

Spectrometer  Agilent-NMR.chem.com-vnmrs4d@eraior  vamri
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SGS-1420-12re

Sample Name SGS-1420-12re Pulse sequence  PROTON Temperature 25 Study owner  vnmri
Date collected 2021-06-14 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs4d@eraicr  vamr1
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Parameter
Title
Instrument
Solvent
Pulse Sequence
Probe
Number of Scans
Acquisition Date

Value
S5GS-1420-11re-13C_CARBON_01
vnmrs
cdcl3
s2pul
5mm_ATB
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S5GS-1421-11re

Sample Name SGS-1421-11re Pulse sequence PROTON Temperature 25 Study owner vnmr1
Date collecled  2021-11-16 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraicr  vomri
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S5GS-1421-11re

Sampie Name $SGS-1421-11re Puise sequence PROTON Temperature 25 Study owner  vamri
Date collected  2021-11-16 Solvert cdel3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraior  vamr1
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S$GS-1557-3re
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Sample Name SGS-1557-3re Pulse sequence PROTON Temperature 25 Study owner

Date collected 2021-09-07 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraic:  vomrl
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S5GS-1557-3re

Sample Name SGS-1557-3re Puise sequence PROTON Temperature 25 Study owner  vamrl
Dale collected 2021-09-07 Solvent cdcl3 Spectrometer Agilent-NMR.chem.com-vhmrs40@erator  vomrl
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SGS-1557-3re-13C

Sample Name $GS-1557-3re-13C Pulse sequence CARBON Temperature 25 Study owner vnmril

Date collected 2021-09-09 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@erator  vnmrl
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SGS-1557-3re-13C

Sample Name $GS-1557-3re-13C Puise sequence CARBON Temperature 25 Study owner vamri
Date collected 2021-09-09 Solvent edeld Spectrometer  Agilent-NMR.chem.com-vnmrs4(@erator  vamri
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SGS-1521-EA2

viamri

Study owner

Spectrometer  Agilent-NMR.chem.com-vnmrs40@ecrator  vamri

Temperature 25

Pulse sequence PROTON

Solvent edcl3

Sample Name SGS-1521-EA2

Date collected 2021-09-01
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S5GS-1521-EA2

Samplie Name SGS-1521-EA2 Pulse sequence PROTON Temperatue 25 Study owner vamri
Date collecled  2021-09-01 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40®eraior  vamri
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SGS-1597-EA1

Sample Name SGS-1597-EA1 Pulse sequence PROTON Temperature 25 Study owner vamril
Date collected 2021-10-05 Solvent dmso Spectrometer  Agilent-NMR.chem.com-vnmrs4(@oraicr  vamrl
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SGS-1597-EA1

Sampie Name SGS-1597-EA1 Pulse sequence PROTON Temperature 25 Study owner  vnmrl
Date collecled  2021-10-05 Solvent dmso Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraior  vamr1
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Parameter
Data File Name
Instrument
Solvent
Probe
Number of Scans

Acquisition Date

Spectrometer Frequency

Value

F:/NMR/ 2110-koo-4-06/ SGS-1597-EA1_01/ SGS-1597-EA1_CARBON_01.fid/ fid

vnmrs
dmso
smm_ATB

2000

2021-10-06T01:45:21

100.60

—
110
f1 (ppm)



Parameter Value

Data File Name F:/ NMR/ 2110-koo-4-06/ SGS-1597-EA1_01/ $GS-1597-EA1_CARBON_01.fid/ fid
Instrument vnmrs
Solvent dmso
Probe smm_ATB
Number of Scans 2000
Acquisition Date 2021-10-06T01:45:21
Spectrometer Frequency 100.60
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5GS-2022-2re-1

vamr1

Study owne:
Spectrometer  Agilent-NMR.chem.com-vnmrs4d@eraior  vnmri

Temperatwe 25

Puise sequence PROTON

Solvent dmso

Sample Name SGS-2022-2re-1
Date collected 2022-01-04
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SGS-2022-2re-1

Sampie Name SGS-2022-2re-1 Pufse sequence PROTON Temperghwe 25 Study owner vnmri
Date collected 2022-01-04 Soivent dmso Spectrometer Agilent-NMR.chem.com-vanmrs40@ecrator  vamrl
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SGS-1547-1

vamr1

Study owner
Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraior  vnmr1

25

Temperatuie

Pulse sequence  PROTON

Solvent cdel3

Sampie Name SGS-1547-1

Date collected  2021-08-31
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5GS-1547-1

Sample Name SGS-1547-1 Pulse sequence PROTON Temperature 25 Study owner  vamri
Date collected  2021-08-31 Solvent  cdel3 Spectromater  Agilent-NMR.chem.com-vnmrs4d@eraior  vamri
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Parameter Value

Data File Name F:/NMR/ 2109-koo-4-01/ SGS-1547-1_01/ $GS-1547-1_CARBON_01.fid/ fid
Instrument vnmrs

Solvent cdcl3

Probe 5mm_ATB

Number of Scans 3000

Acquisition Date 2021-09-01T10:36:07

Spectrometer Frequency 100.60
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SGS-1600-2re

vamr1

Study owner

Spectrometer  Agilent-NMR.chem.com-vnmrs40®erator  vamrl

Temperature 25

Pulse sequence  PROTON

Solvent cdel3

Sample Name $SGS-1600-2re
Date collected 2021-10-08
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SGS-1600-2re

Sampie Name SGS-1600-2re Pulse sequence PROTON Tempseratne 25 Study ow!
Date collected 2021-10-08 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@erator
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Parameter Value
Data File Name F:/ NMR/ 2110-koo-4-12/ SGS-1600-2re-13C_01/ SGS-1600-2re-13C_CARBON_01.fid/fid
Instrument vnmrs
Solvent cdcl3
Probe smm_ATB
Number of Scans 2000
Acquisition Date 2021-10-08T20:33:05
Spectrometer Frequency 100.60
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5GS-1629-3re

vamri

Study owner

Spectrometer  Agilent-NMR.chem.com-vnmrs40@erator  vnmr1

Temperature 25

Pulse sequence PROTON

Solvent cdel3

Sampie Name SGS-1629-3re
Date collected  2022-01-05
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SGS-1629-3re

Sample Name SGS-1629-3re Pulse sequence PROTON Temperature 25 Study owne: vnmrl
Date collected 2022-01-05 Solvent cdcl3 Spectrometer Agilent-NMR.chem.com-vnmrs4G@eraior vnmrl
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SGS-1573-4t

Sample Name SGS-1573-4t Pulse sequence PROTON

Temperature 25

Study ownes

vnmri

Date collected  2021-09-24 Solvent cdel3 Spectrometer  Agilent-NMR.chem.com-vnmrs4d@erator  vamri
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SGS-1573-4t

Sample Name SGS-1573-4t Pulse sequence PROTON Temperature 25 Study owner vnmri
Date coliected 2021-09-24 Solvent ecdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraior  vamri
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SGS-1573-4t

Sampie Name SGS-1573-4t Puise sequence CARBON Temperature 25 Study owner  vamri
Date collected  2021-09-29 Solvent cdcli3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraior  vamri
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S5GS-1570-EA2

vnmr1

Study owner

Spectrometer  Agilent-NMR.chem.com-vnmrs40@erator  vamri

Temperature 25

Pulse sequence PROTON

Solvent cdcl3

Sampie Name SGS-1570-EA2
Date collected  2021-09-16
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SGS-1570-EA2

Sampie Name SGS-1570-EA2 Puise sequence PROTON Temperature 25 Study owner  vnn
Date coliected 2021-09-16 Solvent codcl3 Spectrometer Agilent-NMR.chem.com-vnmrs4d@erator  vnmrl
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SGS-2130-Cl-3re

Sample Name $SGS-2130-Cl-3re Puise sequence PROTON Temperature 20 Study owner vnmri

Date collecited 2022-02-16 Soivent cdci3 Spectrometer Agilent-NMR.chem.com-vnmrs40@erator vamrl
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SGS-2130-Cl-3re

Sample Name SGS-2130-Cl-3re Puise sequence PROTON Temperature 20 . Study owner vnmri

Date collected 2022-02-16 Solvent cdcl3 Spectrometer Agilent-NMR.chem.com-vnmrs40@erator  vamri
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SGS-1590-32

Study owner vnmr1

Temperature 25

Pulse sequence PROTON

Solvent cdel3

Sampie Name SGS-1590-32
Date collected  2021-10-05

Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraior  vamrl
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SGS-1590-32

Sampie Name SGS-1590-32 Pulse sequence PROTON Tempsrature 25 Study owner vnmri
Date collected 2021-10-05 Solvent cdel3 Spectrometer  Agilent-NMR.chem.com-vnmrs409erator  vamrl
™ n A -~ M0 o W A ™ ©© M~ - 0m N N M O =W T 0NN
o« W ~ W MO N ™ o o O 0 O O 0 W = o 0 W N M O~ T M~ M- 9 o
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(0]
N
PN
o o~
LI I L L L L ) LB LU LI I I L L L IO L L L BRI L L L B
8.2 8.0 7.8 7.6 7.4 7.2 7.0 6.8 6.6 6.4 6.2
l__T,AA.J I_'_! L T 1L . 1 L : 1 . 1 . 1 . 1
1.00 1.08 1.88 1.44 1.63 1.00 0.77 1.21
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Parameter
Data File Name
Title
Instrument
Solvent
Probe

Acquisition Date

Value
D:/ NMR-SHK/ 2201-koo—4-04/ SGS-2039-1re_01/ SGS-2039-1re_PROTON_01.fid/ fid

SGS-2039-1re_.PROTON_01
vnmrs

cdcl3

5mm_ATB
2022-01-04T10:22:29

Spectrometer Frequency 400.04

Canthaxanthin

A
ANVATAI AN
—N OoOAalmQ
AN OM<TFO
Or —eeda
— ,
6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0
f1 (opm)



Parameter Value

Data File Name D:/ NMR-SHK/ 2201-koo-4-04/ SGS-2039-1re_01/ SGS-2039-1re_PROTON_01.fid/ fid
Title SGS-2039-1re_.PROTON_01

Instrument vnmrs

Solvent cdcl3

Probe 5mm_ATB

Acquisition Date 2022-01-04T10:22:29

Spectrometer Frequency 400.04

Canthaxanthin

6.42 (d, ) = 14.8 Hz, 2H)
6.36 (d, J = 16.1 Hz, 2H)
6.60-6.71 (m, 2H)
6.65 (dd, ) =14.8, 11.2 Hz, 2H) gg
©©

™

6.22-6.34 (m, 2H)
6.27 (d, ) = 11.2 Hz, 2H)
6.23 (d, ) = 16.1 Hz, 2H)

o
re)
N
©

|

—6.309

™6.303
- 6.284

L I : I ' I I I
— N~ o o ™ o
o — — ~— — ol

.
6

T
7.10 7.05 7.00 6.95 6.90 6.85 6.80 6.75 6.70 6.65 6.60 6.55 6.50 6.45 6.40 .35

6.30 6.25 6.20 6.15 6.10 6.05 6.00 5.95
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Parameter Value

Data File Name D:/ NMR-SHK/ 2201-koo-4-05/ SGS-2039-1re_01/ SGS-2039-1re_CARBON_O01.fid/ fid
Title SGS-2039-1re_CARBON_01

Instrument vnmrs

Solvent cdcl3

Probe 5mm_ATB

Acquisition Date 2022-01-05T13:35:39

Spectrometer Frequency 100.60

13C NMR (101 MHz, cdcls) 8 199.39, 161.30, 141.36, 139.28, 136.67, 134.79, 134.46, 133.58, 130.55,
129.73,124.68, 124.08, 37.37, 35.74, 34.28, 29.70, 27.69, 13.89, 12.83, 12.62, 0.00.

Canthaxanthin
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(2) Assignment of E-stereochemistry for 4 by N.O.E.

S$GS-2207-2

Sample Name SGS-2207-2
Date collected 2022-06-20

Puise sequence

Soivent  cdcl3

PROTON

Study owner  vnmr1
Spectrometer  Agilent-NMR.chem.com-vnmrs4@@eraior  vamr1
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v w w W m - O ~ © v - O © (= ~] — -+ T O O
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7 6 4 Ppm
L o e L o W 1
0.90 2.01 2.42 3.52
.00 2.37 3.13 3.47
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SGS-2207-2

Sample Name SGS-2207-2 Pulse sequence gCOSY Temperature 20 Study owner  vnmr1
Date collected 2022-06-21 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs40@eraior  vamrl
COSY for E-4
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S$GS-2207-2

Sampie Name SGS-2207-2 Pulse sequence NOESY Temperatwre 20 Study owner  vamri
Date collected  2022-06-21 Solvent edel3 Spectrometer  Agilent-NMR.chem.com-vnmrs4d@eraicr  vnmrl

NOSEY for E-4
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Sample Name:
8Gs-2207-2
Data Collected on:
Agilent~NMR.chem.com—vnmrs400
Archive directory:
/home/vnmrl/vnmrsys/data/2206-koo-4
Sample directory:
5GS-2207-2_01
FidFile: SGS-2207-2_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Jun 22 2022

1D N.O.E. of E-4

0.07

0.37

-10

.

. Agilent Technologies
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(3) Peak assignment for 2b by COSY, HMBC, and DEPT

Numbering

7,97
7.10

3-OCH,0 5.25

3.50

6.97
7.54

2.06
6.62
6.69
6.55

[N

N9

[ B|Rr|R| - = ~

2.01

6.33-6.43
6.66-6.76

Multiplicity (Hz)
d (8.8)

d (8.8)

s

S

d (15.2)

d (15.2)

S

d(11.2)

dd (14.4, 11.2)
d (14.4)

S

m

Shift (ppm)
130.5
115.7
160.7
94.1
56.2
132.5
188.9
120.2
148.6
134.3
12.9
140.8
124.7
142.0
137.0
12.8
135.1
131.3

Shift (ppm)

DEPT

CH
CH
C
CH,
CH,
C

C
CH
CH
C
CH,
CH
CH
CH
C
CH,
CH
CH
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COSY for 2b

Agilent Technologies

Sample Name: 4 H
SGS-1586—3re-2D_NMR ’

Data Collected on: 1 I
Agilent-NMR.chem.com—vnmrs400 !

Archive directory: .
/home/vnmrl/vnmrsys/data/2206-koo—4-25 .

Sample directory:
SGS-1586-3re-2D_NMR_01

FidFile: SGS-1586-3re-2D_NMR_gCOSY_ 01 . .

Pulse Sequence: gCOSY
Solvent: cdecl3 4 [
Data collected on: Jun 25 2022 .

Sample #21, Operator: wvnmrl

Relax. delay 1.000 sec
Acq. time 0.150 sec
Width 3930.8 Hz .
2D Width 3930.8 Hz 33—
16 repetitions b

512 increments _ 1
OBSERVE  H1, 400.0405310 MHz
DATA PROCESSING 4
Sq. sine bell 0.075 sec .
F1 DATA PROCESSING

Sq. sine bell 0.080 sec
FT size 4096 x 4096 5— .
Total time 2 hr, 50 min — . 4

F1 (ppm

L Y




COSY for 2b

M

h Wl M

-.'- Agilent Techrjologies
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COSY for 2b

Sample Name:
SGS-1586—3re—2D_NMR
Data Collected on:
Agilent-NMR.chem.com—-vnmrs400
Archive directory:
/home/vnmrl/vnmrsys/data/2206-koo-4-25
Sample directory:
SGS-1586-3re-2D_NMR_01
FidFile: SGS-1586-3re-2D_NMR_gCOSY_01

Pulse Sequence: gCOSY
Solvent: cdecl3
Data collected on: Jun 25 2022

Sample #21, Operator: vnmrl

Relax. delay 1.000 sec
Acqg. time 0.150 sec

Width 3930.8 Hz

2D Width 3930.8 Hz

16 repetitions

512 increments

OBSERVE H1l, 400.0405310 MHz
DATA PROCESSING

Sq. sine bell 0.075 sec
F1 DATA PROCESSING

Sq. sine bell 0.080 sec
FT size 4096 x 4096
Total time 2 hr, 50 min

@D
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NOSEY for 2b

.

Sample Name: - Agilent Technologies

SGS-1586-3re—-2D_NMR
Data Collected on: H

ey

Agilent—-NMR.chem.com—-vnmrs400

Archive directory: i
/home/vnmrl/vnmrsys/data/2206-koo—4-25
Sample directory: %
SGS-1586-3re-2D_ NMR_01
FidFile: SGS-1586-3re-2D_NMR_NOESY_01 5.0 o

Pulse Sequence: NOESY n - _cgqﬁ.

Solvent: cdcl3 m -
Data collected on: Jun 25 2022 -

Sample #21, Operator: vnmrl

Relax. delay 1.000 sec 1

Acq. time 0.150 sec N

Wwidth  3930.8 Hz 6.0—

2D Width 3930.8 Hz - @

16 repetitions -

2 x 512 increments i Cj
OBSERVE H1, 400.0405310 MH=z
DATA PROCESSING

Gauss apodization 0.069 sec
F1l DATA PROCESSING

Gauss apodization 0.074 sec
FT size 4096 x 4096
Total time 6 hr, 28 min

S-68



JI

Comparison of COSY and NOESY for 2b

"- Agilent Tecﬂo[ogies
| T N P
5.0
] &
5'5t
G.Oi
] o
4 ®
G.ST
- oo a
7.0 8 ‘,ﬁ
1
] o
7.5 ] ]
8.0 s o
8.5
T I T T I T T T T I T T T T | T T T T I T T T T l T T T T
.0 7.5 7.0 6.5 6.0 5.5

F2 (ppm)

Y|

NOESY

JAMA.HM

b

Agilent Tec}nulogies

A

a___[g,

o

£
C}.
4
T
8.0 7

6.5 6.

F2 (ppm)

No further correlation in NOESY spectra (compared with COSY) confirmed all-E stereochemistry for 2b
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HMBC for 2b o

Sample Name:
8GS-1586-3re-2D_NMR
Data Collected on:
Agilent-NMR.chem.com-vnmrs400
Archive directory:
/home/vnmrl/vnmrsys/data/2206-koo-4-25
Sample directory:
SGS-1586-3re—2D_NMR_01
FidFile: SGS-1586-3re-2D_NMR_gHMBCAD_01

Pulse Sequence: gHMBCAD
Solvent: cdcl3
Data collected on: Jun 25 2022

Sample #21, Operator: vnmrl

Relax. delay 1.000 sec

Acgq. time 0.150 sec

Width 6410.3 Hz

2D Width 24140.0 Hz

16 repetitions

2 x 512 increments
OBSERVE H1, 400.0405310 MHz
DATA PROCESSING

Sq. sine bell 0.075 sec
F1 DATA PROCESSING

Gauss apodization 0.020 sec
FT size 2048 x 4096

Total time 5 hr, 39 min

Fl (ppm)

' Agilent Technologies

U
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2206-koo-4-25

R_gHMBCAD_01
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HMBC for 2b
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10" 14’

*06-koo-4-25 HMBC for 2b
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HMBC for 2b
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\/2206-koo-4-25 HMBC for 2b Ortho Meta
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13C-NMR for 2b

SGS-1557-3re-13C

Sample Name $GS-1557-3re-13C
Date collected 2021-09-09

Pulsa sequence  CARBON

Solvent cdcl3

Temperature 25

Study owner vnmril

Spectrometer  Agilent-NMR.chem.com-vnmrs40@erator  vnmrl

160.696
141.992
140.817
137.040
134.332

188.926
148.606

130.471
120.194
115.742
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N
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—94.111
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80

56.248
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12.803

3’-OCH,
10° 14’

60 40 20 PpPm
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D E PT fo r 2 b SGS-1586-3re-DEPT

Sampie Name SGS-1586-3re-DEPT Pulse sequence DEPT Temperature 20 Study owner vnmr1l
Date collected 2022-06-30 Solvent cdcl3 Spectrometer  Agilent-NMR.chem.com-vnmrs4@@erator  vamri

3’-OCH,

10’14

CH3 carbons

3’-0CH,0

CH2 carbons

CH carbons

quaternary carbons

7 3 1410
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DEPT for 2b
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