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Figure S1. '"H NMR spectrum (700 MHz, CDCls) of 1
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GB 0

PC 4.00
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Figure S2. 3C NMR spectrum (125.75 MHz, CDCls) of 1
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Figure S3. DEPT NMR spectrum (700 MHz, CDCls) of 1
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Figure S4. HSQC NMR spectrum (700 MHz, CDC13) of 1
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Figure S5. HMBC

NMR spectrum (700 MHz, CDCI3) of 1
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Figure S6. 'H-'H COSY NMR spectrum (700 MHz, CDC13) of 1
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Figure S7. ROESY NMR spectrum (700 MHz, CDCI3) of 1
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Figure S8. 'TH NMR spectrum (700 MHz, CDCI3) of 2
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Figure S9. 3C NMR spectrum (125 MHz, CDCI3) of 2
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Figure S10. DEPT NMR spectrum (700 MHz, CDCI3) of 2
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Figure S11. HSQC NMR spectrum (700 MHz, CDCI3) of 2
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Figure S12. HMBC NMR spectrum (700 MHz, CDCl3) of 2
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Figure S13. 'H-'H COSY NMR spectrum (700 MHz, CDCI3) of 2
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Figure S14. ROESY NMR spectrum (700 MHz, CDC13) of 2
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Figure S15. 'H NMR spectrum (700 MHz, CDCI13) of 3
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Figure S16. 3C NMR spectrum (700 MHz, CDC13) of 3
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Figure S17. 'H
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Figure S18. ¥C NMR spectrum (700 MHz, CDCI3) of 4
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F2 - Acquisition Parameters
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SWH 42613.637 Hz
FIDRES 2.600930 Hz
20 0.3844779 sec
REG 191.01
D 11.733 usec
DE 6.50 usec
TE 303.3 K
D1 2.00000000 sec
D11l 0.03000000 sec
TDO 16
SFO1 176.0353837 MHz
wucL 13c
PO 4.00 usec
Pl 12.00 usec
PLWL 61.49700165 W
SFO2 700.0021000 MHz
wuc2 1H
CPDPRG[2Z waltzls
PCPDZ 65.00 usec
PLW2 11.27900028 W
PLW1Z 0.68339998 W
PLW13 0.34412000 W
F2 - Processing parameters
ST 65536
SF 176.0151413 MHz
WDW EM
SSB 0
LE 2.00 Hz
GB 0
PC 1.20

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



Figure S19. '"H NMR spectrum (500 MHz, CDCls) of 5
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F2 - Processing parameters
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Figure S20. *C NMR spectrum (500 MHz, CDCls) of 5
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F2 - Processing parameters
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Figure S21. DEPT NMR spectrum (500 MHz, CDCls) of 5

_—42.88
—_——40.60
T 39.81
\-38.84
30.17
<30.14
30.04
22,74
18.04
18.02
17.71

17.68

_—70.59
- 67.68

Current Data Parameters

NAME Och-32
EXPNO 3135
PROCHNO 1
FZ - Acgquisition Parameters
Date_ 20220420
Time 12.05 h
INSTRUM spect
PROBHD 2113652_0155 ¢
FULPROG deptspl35
TD 65536
SOLVENT CDC13
NS 2224
DS 2
SWH 29761.904 Hz
FIDRES 0.9208261 H=z
AQ 1.1010048 sec
RG 196.84
DW 16.800 usec
DE 6.50 usec
TE 308.2 K
CNSTZ2 145.0000000
D1l 2.00000000 sec
D2 0.00344828 sec
D1z 0.00002000 sec
TDO 4096
SFOL 125.77287%9 MH=z
NUCl 13C
Fl 11.88 usec
F1l3 2000.00 usec
PLWO 0w
PLWL 79.43299866 W
SPHNAMI[ 5] Crp60comp. 4
SPOALD 0.500
SPOFFS5 0 Hz
SPWS 17.12899971 W
SFOZ2 500.1320005 MH=z
NucC2 1H
CPDPRG([2 waltzlg
F3 12.00 usec
P4 24,00 usec
PCPD2 80.00 usec
PLWZ 15.84899%%8 W
PLWL1Z 0.356589%92 W
FZ - Processing parameters
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Figure S22. HSQC NMR spectrum (500 MHz, CDCIs) of 5

Current Datas Farameters

BME och-32

EXENO 7130

PROCNO 1

T2 - Acquisition Parameters

Date_ z0220420

Tirue 14,17 b
et

ppmﬁ%ﬁ?ﬁ”

— 100

FULFROG
™
SOLYENT
N2

Ds

P2

PLWL
SFo2
MUz

2113652 0155 (
hegeetgpe iep2. 2
2048

100, 000 uzee
6.50 nzee
3062 K

145, 0000000

-0,5000000
. 00000300 soa
50000000 s
00172414 sec
03000000 zce
00020000 sce
00059000 zee
00002640 sec

[

cooooro

1
500, 1325006 MEz
15

12,00 ueee
24,00 usec
1000, 00 usee
15, §9359998 W
125, 7665920 MA=
13¢

CEDERGIZ bipSmdsp_dep. 2
P2

Pld
Pzd
P63
PLYO
PLWZ
PLW 12

11,88 usee
500,00 wsee
2000, 00 usec
1500, 00 usee
oW
79.43259566 W
2.28769897 W

SFMAM[3] Crp60,0.5.20.1

SPOALZ
SPOPFS3
SP3
SPMAM[7]
SPOALT
SPOFTET
SEWT

0.500

0 5z

17.12899971 W
Crpftcag, &
0.500

0 fz

17.12688371 W

SEMBM[14 Crp32,1.5.20.2

SPOALLg
SPOFTSl1e

0.500

0 Az
7.20830002 W

SFMAM[31 Crp32,1.5,20.2

SPOAL3 L
SPOFFS3L

0.500
0 Hz
1.62710008 W
=MEglo. oo

1000.00 uzee
600,00 usec

Tl - Acepisition parameters
™

SFoL 125, 7666 ME=
FIDRES 275066043 Hz
= 9,987 e
FeMODE Beho-Ant iecha

T2 - Processing paramcters
s1

sF 500, 1300202 MEz
WO QSTNE
=86

LE 0 Hz
B o

P 4,00

Tl - Processing paramsters

51
Moz
SF
WD
S5E
LE

ppm®

51z

ccho-anticcho

125, 7577939 MA=
QSTNE
2

0 Az
o



Figure S23. HMBC NMR spectrum (500 MHz, CDCls) of 5
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Figure S24. 'H-'H COSY NMR spectrum (500 MHz, CDCls) of 5
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Figure S25. NOESY NMR spectrum (500 MHz, CDCl;) of 5
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Figure S26. 'H NMR spectrum (500 MHz, acetone-ds) of 6
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Figure S27. 3C NMR spectrum (500 MHz, acetone-ds) of 6
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oW 11.733 usec
DE 6.50 usec
TE 308.3 K
D1 4,00000000 sec
D11 0.03000000 sec
TDO 4096
SFOl 176.0353807 MHz
NUC1 13C
Pl 12.00 usec
PLW1 61.49700165 W
SFO2 700.0035000 MH=z
nNucz jiN:|
CPDPRG[2 waltzl6
PCPD2 65.00 usec
PLW2 11.27%00028 W
PLW12 0.683355%98 W
PLW13 0.34412000 W
F2 - Processing parameters
ST 65536
SE 176.0149724 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
|
|
|
|
!
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Figure S28. UV spectrum of 1
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Figure S29. CD spectrum of 1
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Figure S30. UV spectrum of 2
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Figure S32. UV spectrum of 3
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Figure S33. CD spectrum of 3
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Figure S34. UV spectrum of 4
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Figure S35. The experimental and calculated ECD spectra of 4
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Figure S36. UV spectrum of 5
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Figure S38. HR (+)ESI MS spectrum of 1

Intens.
xlO5E
3.0

Och60(+).d: +MS, 0.9-1.1min #48-59

339.1933 1

= N N
3 o 3
TETEETE NIRRTl RN RS RREEE

[y
o

o
3

433.0043 1+

T 186.9951
T— 268.9980 1+
E315.1201 1+
E387.2501 1+
| 515.0076 1+
- 655.3966 1+

V
I

-

" -
81— 301.1408 1+

o
o

T T T T T T T T Y T T T T T T T T T T
200 400 500 600 700 mz

=N

Figure S39. HR (+)ESI MS spectrum of 2
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Figure S40. HR (+)ESI MS spectrum of 3
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Figure S41. HR (+)ESI MS spectrum of 4
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Figure S44. '"H NMR spectrum for (R)-MTPA esters (500 MHz, CDCI3) of (3b)

Current Data Parameters

2]

Q

—

NAME och-62-1R
EXFNO 35
PROCNO 1
F2 - Acguisiticon Parameters
Date_ 20230719
Time 14.39 h
INSTRUM spect
PROBHD z122624_0010 {
PULPROG zg30
TD 32768
SOLVENT CDC13
NS 32
D& 2
SWH 8012.820 Hez
FIDRES 0.48%064 Hz
AQ 2.0447233 sec
RG 196.84
DW 62.400 usec
DE 14.00 usec
TE 308.2 K
D1l 0.40000001 sec
TDO 1
SFOL 500.1338510 MH=z
Nucl 11
PO 4.33 usec
Pl 13.00 usec
PLWI1 14.53699970 W
F2 - Processing parameters
sI 65536
SF 500.1300307 MHz
WDW EM
55B 0
1B 0.10 Hez
GE 0
PC 0.01
L MLML [Jj
T L
5 ppm



Figure S45. 'H-'H COSY NMR spectrum for (R)-MTPA esters (500 MHz, CDC13) of (3b)
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Current Data Parameters

NAME och-62-1R
EXPHNO 455
PROCNO 1
1 F2 - Acquisition Parameters
Date_ 20230719
Time 14.43 h
INSTRUM spect
FROEHD 2122624 0010 (
PULFROG cosygpgf
TD 2048
SOLVENT cpCl3
2 NS g
Ds 8
SWH 6009.615 Hz
FIDRES 5.868765 Hz
RQ 0.1703936 sec
RG 196.84
oW 83.200 usec
3 DE 14.00 usec
TE 308.1 K
Do 0.00000300 sec
D1 1.50000000 sec
D13 0.00000400 sec
D16 0.00010000 sec
INO 0.00016660 sec
SPARSELT o}
4 TDav 1
SFO1 500.1330008 MHz
NuUCl 1H
PO 13.00 usec
Pl 13.00 usec
PLW1 14.536992970 W
GPNAM([1] SMS0Q10.100
GPZ1 10.00 %
5 P16 1000.00 usec
Fl - Acquisition parameters
TD 128
SFOL 500.133 MHz
FIDRES 93.787514 Hz
SW 12.002 ppm
6 FnMODE QF
F2 - Processing parameters
SI 2048
SF 500.1300342 MHz
WDW QSINE
S5B o]
LB 0 Hz
7 GB o]
PC 1.00
Fl - Processing parameters
SI 2048
MC2 QF
SF 500.1300336 MHz
WDW QSINE
8 $SB 0
LB 0 Hz

ppm GB o]



Figure S46. HR (+)ESI MS spectrum of for (R)-MTPA esters of (3b)

Intens . {

Och-62-1R(+).d: +MS, 0.6-0.9min #36-50
x106 ] x

1

541.2542

1069517

4132666 1+

2002375 1+

B03.5430 1+

09315304 1+

o F 2852214 1+
4 5192718 1+

1000 1100 miz

n
O
=]

=]

=

=]

~

o

=]

[+]
(=t
=]

=]

[=1

=]



Figure S47. '"H NMR spectrum for (S)-MTPA esters (500 MHz, CDCI3) of (3a)

Current Data Parameters

NAME och—62-25
EXPNO 35
PROCHNO 1

F2 - hoquisition Parameters
Date_ 20230719
Time 15.27 h
INSTROM spect
PROBHD 7122624_0010 (
PULFROG 2930

TD 32768
SOLVENT CDC13

NS5 32

Ds 2

SWH 8012 .820 Hz
FIDEES 0.489064 Hz
o) 2.0447233 sec
RG 196.84

DW 62.400 usec
DE 14.00 usec
TE 308.1 K
D1l 0.40000001 sec
TDO 1

SFO1 500.1338510 MHz
NUCl 1H

PO 4.33 usec
Pl 13.00 usec
PLW1 14.53699970 W
F2 - Processing paramsters
sI 65536

SF 500.1300307 MHz
WDW EM

3EB 0

LB 0.10 Hz
GEB 0

PC 0.01
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Figure S48. 'H-'H COSY NMR spectrum for (S)-MTPA esters (500 MHz, CDCI3) of (3a)

Current Data Parameters
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L . . 1 L ol " I pprnFZ - Acquisition Farameters
- Date_ 20230713
F Time 15.28 h
N INSTRUM spect
n PROBHD z122624_0010 (
N PULPROG cosygpqf
F TD 2048
N SOLVENT cDCl3
=1 NS ]
- N Ds g
L] L SWH 6009%.615 Hz
N FIDRES 5.868765 Hz
™ L AQ 0.1703936 sec
F RG 196.84
L DW 83.200 usec
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[ TE 308.1 K
& F DO 0.00000300 sec
L D1l 1.50000000 sec
F D13 0.00000400 sec
& @ a. r D16 0.00010000 sec
F N0 0.00016660 sec
. -3 SPARSELI ]
. F TDav 1
e [ SFOL 500.1330008 MHz
ri) F NUCl 1H
£ L PO 13.00 usec
4 F Pl 13.00 usec
e '_4 PLW1 14.53699970 W
e N GPNAM[1] SMSEl0.100
-, [ CPZl 10.00 %
N Flé 1000.00 usec
r Fl - Acquisition parameters
L TD 107
— SFO . MHz
) o = 1 500.133
L FIDRES 112.194412 Hz
» E W 12.002 ppm
[ FrnMODE aF
s [ F2Z - Frocessing parameters
F ST 2048
2a . - 6 SE 500.1300313 MHz
F WowW QSINE
[ SSB 0
F 1B 0 Hz
& L GE 0
F FC 1.00
L] 8 @ —7 .
r Fl - Processing parameters
. - [ ST 2048
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. [ SSE 0
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Figure S49. HR (+)ESI MS spectrum of for (5)-MTPA esters of (3a)
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Figure S50. Comparison of the experimental ECD spectra of compounds 1-4
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