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Figure S1. "H-NMR spectrum of compound 1
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Figure S2. '3C-NMR spectrum of compound 1
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Figure S3. DEPT NMR spectrum of compound 1
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Figure S5. HMBC NMR spectrum of compound 1
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Figure S6. COSY NMR spectrum of compound 1
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Figure S7. NOESY NMR spectrum of compound 1
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Figure S8. HR-ESI-MS spectra of compound 1
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Figure S9. UV spectrum of compound 1
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Figure S10. IR spectrum of compound 1
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Figure $12. '3C-NMR spectrum of compound 2
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Figure S$S13. DEPT NMR spectrum of compound 2

o
.
o

DEPT_20220513_01
0422-CK28
300K/CD30D

L3
DEPT_20220513_01
0422-CK28
300K/CD30D

L2

CARBON_20220426_01
0422-CK28
300K/CD30D

230 220 210 200 150 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

o
iR
o



Figure S14. HSQC spectrum of compound 2
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Figure $15. HMBC spectrum of compound 2
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Figure $16. COSY spectrum of compound 2
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Figure S17. NOESY spectrum of compound 2
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Figure S18. HR-ESI-MS spectra of compound 2
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Figure S19. UV spectrum of compound 2
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Figure S20. IR spectrum of compound 2
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Figure S21. '"H-NMR spectrum of compound 3
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Figure $22. '3C-NMR spectrum of compound 3
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Figure S23. DEPT NMR spectrum of compound 3
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Figure S24. HSQC NMR spectrum of compound 3
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Figure $25. HMBC NMR spectrum of compound 3
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Figure $26. COSY NMR spectrum of compound 3
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Figure S27. NOESY NMR spectrum of compound 3
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Figure S29. UV spectrum of compound 3
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Figure S30. IR spectrum of compound 3
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Figure S$31. '"H-NMR spectrum of compound 4
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Figure S33. HSQC NMR spectrum of compund 4
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Figure S34. HMBC NMR spectrum of compound 4
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Figure S35. COSY NMR spectrum of compound 4

R

0406-CK18-2D.11.ser
CK18 '
COSY/MeOD/298 i
’ é o
! - : L
o
o u ® ® r
B k . o”
. 40 oo
' q 7 [- X1 L
H L]
! r
: ccodiBe. L3
]
.
. $
{ t
g 11
o U jslis) o1U Islis) S]] 4TS 310 315 310 S5 0 115 110 015 010
f2 (ppm)
Figure S36. NOESY NMR spectrum of compound 4
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Figure S37. HR-ESI-MS spectra of compound 4
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Figure S38. UV spectrum of compound 4

Figure S39. IR spectrum of compound 4
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Figure S41. 13C-NMR spectrum of compound 5
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Figure S42. DEPT NMR spectrum of compound 5
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Figure S43. HSQC NMR spectrum of compound 5
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Figure S44. HMBC NMR spectrum of compound 5
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Figure S45. COSY NMR spectrum of compound 5
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Figure S46. NOESY NMR of compound 5
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Figure S47. HR-ESI-MS spectra of compound 5
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Figure S48. UV spectrum of compound 5
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Figure S49. IR spectrum of compound 5
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Figure S51. 13C-NMR spectrum of compound 6
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Figure S52. DEPT NMR spectrum of compound 6
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Figure S53. HSQC NMR of compound 6
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Figure S54. HMBC NMR of compound 6
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Figure S55. COSY NMR of compound 6
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Figure $56. NOESY NMR of compound 6
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Figure S57. HR-ESI-MS spectra of compound 6
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Figure S58. UV spectrum of compound 6
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Figure S59. IR spectrum of compound 6

Peak Find - CK16.jws

120

%T

60—

50 | | L
4000 3000 2000 1000 800
Wavenumber [cm-1]

[ Result of Peak Picking ]

No. Position Intensity No. Position Intensity No. Position Intensity

1 335843  80.7561 2 2926.45  81.8353 3 2860.88  90.6953

4 1517.7 81.7909 5 1447.31  85.4895 6 1365.35  85.518

7 1278.57  83.8522 8 1067.41 71.3434 9 1024.02  66.6787

10 814.777 929124 11 414.62 104.834

31



Figure S60. HPLC chromatogram for the purity analysis of compound 1
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Figure S61. HPLC chromatogram for the purity analysis of compound 2
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Figure S62.

HPLC chromatogram for the purity analysis of compound 3
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Figure S64. HPLC chromatogram for the purity analysis of compound 5

alin
206

5 E
= o.s?

Q |

<1 ]

8 R ]

N 5 0.4 ?
— a B
- 4 ] o
no,g_j sl
— 0.0 L _

R RN R RN RN RN R RN R RN R RR RN g L I IR B R I L B I I L B I I I L B I
) 25 30 35 40 0 5 10 15 2(
on Time (min) Retenti
D-7000 HSM: YONG Series: 0285 Report: modified System: Sys 1
No. RT Area Conc 1 BC

1 20.03 3081597 100.000 BB

3081597 100.000

Figure S65. HPLC chromatogram for the purity analysis of compound 6
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Figure S66. Western-blot analysis

- Cp2 Cp5 Cpé
- i) (M) (M
. Contral 10 20 30 40 60 a0 20 40 &0 50 KD
- - W R R TR W T o= ey ————wm
7
s— 25kD
A 20kD
4+——— 15kD
+— 10kD
HET . RN
Prestained Protein Marker B- Actin
- M) (M) WMy
Cp2 Cps Cps Comtrol 10 20 a0 40 B0 80 20 40 &0 - 37kD
(M) {uMy (M) - — 26 kD
- Mg 25 KD
" Control 10 20 30 40 60 80 20 40 60
T T 1 LAY 1 3 2010
e i i)
Bax
2 Bel-2
Replicate 1
1!_ 250 kD L
- ——— 188
- | #———— 75D Cp2 © Gpb Cp6.
(M) (uM} (uM)
- . 4+——— 50KD
37kD Contral 10 20 30 40 60 BO 20 40 &0 50KD
- v o e e — — = - - .
37kD
+—— 25kD
A 20 kD
-
+——— 15kD
+— 10kD
iatg —wic -F g _ =% — a
Prestained Protein Marker B- Actin
cpz2 Cpb Cpé &
(MY My (K]
- 37kD
Control 10 20 30 40 B0 BO 20 40 B0
cp2 Cps Cpé )
| WMy M) [0 ° o
“ —— 25kD
Control 10 20 30 40 B0 80 20 40 B0
T T L T R T I M -

Bax

Replicate 2

35



n
L 250kD
- b —
- | 4———— 5D Cp2 cps Cps
(M) (L] (uM)
- . +——— 50kD
Control 10 20 30 40 60 &0 20 40 €0 +
- - e k0 S — . — g 0D g
— 7
+———— 23kD
4———0 20kD
.
+——— 15kD
—— 0k . |
RS — RS g} . ;J
Prestained Protein Marker B- Actin
p Cp2 Cps CpB
(M) (M) k) -
Cp2 Cps cp6 CControl 10 26 30 40 B0 80 20 40 60 37kD
™M M, M, - 26 kD
: (ry M) M) - . 25 kD
Controt 10 20 30 40 60 80 20 40 60
—-— et Gr R W e 20t
Bax

Bel-2

Replicate 3

36



Table S1. Energies of calculated compound 1 at RB3LYP/6-31+G(d,p) in methanol

Configuration

Conformer

Structure

7S

1

7R

E (Hartreee)

Population (%)

-1151.939968

96.96

-1151.936701

3.04

-1151.949046

100
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Table S2. Comparison of the Calculated and Experimental Proton and Carbon
Resonances for compound 1

(6S) (6R)

mdﬂ] 3.86%  |dl 96.14%

Muclei | sp2? Experimental|| Ilsomer 1 Isomer 2
C X 197.3 193.2 195.5
C X 157.7 158.1 152.7
C X 144 3 1357 1416
C kS 140.3 134.6 135.1
C X 115.3 1124 110.4
C o4 834 996
C B0D.9 B5.3 BE.&
C 78.3 79.0 B3.5
C Tr7 70.6 75.8
C 75.1 70.3 73.4
C 718 66.7 716
C 629 61.79 B6.63
C 3e4 3841 38.06
C 248 25.32 30.60
C 241 24 58 28.22
C 8.1 7.47 15.19
H X 8.35 0.00 B.97
H X 6.67 6.91 6.66
H X £.11 5.60 5.38
H X 5.26 5.40 499
H X 5.19 5.20 488
H 4.36 469 475
H 3.81 3.40 3.37
H 3.63 3.05 3.00
H 3.34 3.21 3.16
H 3.28 3.16 3.08
H 3.17 3.6 281
H 3.17 3.57 3.93
H 253 213 154
H 253 2.09 182
H 1.83 1.23 168
H 1.83 1.21 114
H 172 0.86 0.77
H 138 1.13 1.35

Table S3. Assignment of the relative stereochemistry of 1 using DP4+ and
representing the DP4+ probabilities for each candidate structure.

(6S) (6R)
Isomer 1 Isomer 2
sDP4+ (H data) gll 7.88%  |gill 92.12%
sDP4+ (C data) gl 31.12% |4l 68.88%

sDP4+ (all data) dll 3.72% (gl 96.28%
uDP4+ (H data) 457.85% |4 42.15%
uDP4+ (C data) 43.10% |4 56.90%
uDP4+ (all data) gl 50.97% |4l 49.03%

DP4+ (H data) 4l 10.50% |4l 89.50%

DP4+ (C data) 25.49% | 4174.51%
DP4+ (all data) gll 3.86% |l 96.14%
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