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Figure S1. HRESIMS spectrum of 1
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Figure S2. '"H NMR spectrum of 1 in CsDsat 500 MHz
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Figure S4. HSQC spectrum of 1 in CsDs
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Figure S5. COSY spectrum of 1 in CsDe
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Figure S6. HMBC spectrum of 1 in CsDe
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Figure S8. HRESIMS spectrum of 2
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Figure S9. "H NMR spectrum of 2 in CDClsat 400 MHz
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Figure S10. "C NMR spectrum of 2 in CDClsat 100 MHz
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Figure S11. HSQC spectrum of 2 in CDCls
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Figure S12. COSY spectrum of 2 in CDCls
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Figure S13. HMBC spectrum of 2 in CDCls
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Figure S14. NOESY spectrum of 2 in CDCls
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Figure S15. HRESIMS spectrum of 3
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Figure S16. 'H NMR spectrum of 3 in CDCls at 500 MHz
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Figure S18. HSQC spectrum of 3 in CDCls



Figure 520. HMBC spectrum of 3 in CDCls
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Figure S19. COSY spectrum of 3 in CDCls
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Figure 521. NOESY spectrum of 3 in CDCls
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Figure S22. HRESIMS spectrum of 4
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Figure §25. HSQC spectrum of 4 in CDCls
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Figure S26. COSY spectrum of 4 in CDCls
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Figure S27. HMBC spectrum of 4 in CDCls
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Figure 529. HRESIMS spectrum of 5
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Figure $32. HSQC spectrum of 5 in CDCls
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| | |
!L | ITL e Modcdecomd b ]
S | o
—= (ppm) 0
_ °
= o®
_— [#)
— - 1.5 8
— o
_J 1 0 )
e .
—_— ] 8 ] 0
] 2] 0
— o
% 3.5 o
ll.ﬂ;
= | -3
——;‘3 4.5 ]
]
5.0
E\ 5.5 [=]
LA B BN I T T
130 120 110 100 90 80 70 60 50 a0 30 20
F1 (ppm)



LAl SuE1

A

H \J
h&h;ﬂ_uj\_ﬁ, gL

[i

I
'V

|A‘|"

| )
e
o

1
I

iy

N
w

L

I
I
o
a:
b

o
ii;!g;} !E;P
o

!
%
%

=2 (8]

5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5
FL (ppm)

Figure S33. COSY spectrum of 5 in CDCls
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Figure S34. HMBC spectrum of 5 in CDCls
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Figure S36. HRESIMS spectrum of 6
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Figure $100. 'H NMR spectrum of 15 in CDClz at 500 MHz
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Figure S102. HSQC spectrum of 15 in CDCls
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Figure S103. COSY spectrum of 15 in CDCls
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Figure S104. HMBC spectrum of 15 in CDCls
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Figure S105. NOESY spectrum of 15 in CDCls
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Figure S106. HRESIMS spectrum of 16
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Figure S108. °C NMR spectrum of 16 in CDClzat 150 MHz
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Figure S110. COSY spectrum of 16 in CDCls
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Figure S111. HMBC spectrum of 16 in CDCls
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Figure S112. NOESY spectrum of 16 in CDCls
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Figure S113. MMFF lowest energy conformers for 1.
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Figure S114. MMFF lowest energy conformers for 2.



Table S1. 'H and *C NMR spectroscopic data of compounds 17and 18.

No. 17 18
1H 1 13C 2 lH 3 13C 4
1 191, m 43.0 (CH)® 1.63, m 43.0 (CH)®
2 1.66,m;157, m  29.0 (CHz) 1.95, m; 1.52, m 30.6 (CHz)
3 1.99, m; 1.84 m 33,5 (CH) 2.69,t (12.8)5 30.6 (CH)
191, m
4 146.2 (C) 147.0 (C)
5 2.49,dd (135,2.5)5 443 (CHy) 2.46,dd (12.8,24) 447 (CHz)
2.29, dd (13.5, 9.0) 2.30, dd (12.8, 7.6)
6 4.48,t(9.0) 68.7 (CH) 4.44,d (6.0) 69.2 (CH)
7 5.40, d (9.0) 134.4 (CH) 5.13,d (7.6) 131.1 (CH)
8 130.5 (C) 130.8 (C)
9 3.23,d (13.5) 46.3 (CHa) 3.43,d (15.6) 51.0 (CHz)
2.86, d (13.5) 3.04, d (15.6)
10 169.7 (C) 202.2 (C)
11 211.1 (C) 147.9 (C)
12 5.08,dd (6.0,40) 722 (CH) 6.21,brs 135.5 (CH)
13 2.40,dt (22.0,7.0)  26.4 (CHz) 2.29,2H, m 23.9 (CHz)
1.89, m
14 197, m;1.65 m  20.4 (CHa) 2.24, m; 1.66, m 22.9 (CHz)
15 476 (C) 353 (C)
16 1.23,3H, s 27.8 (CHb) 1.28,3H, s 32.8 (CHb)
17 1.17,3H, s 23.1 (CHs) 1.15,3H, s 24.5 (CHs)
18 4.87,4.85, both s (1&2_122) 4.84,4.81, both s 112.6 (CH>)
19 1.74,3H, s 16.9 (CHs) 1.75,3H, s 18.9 (CHs)

1 Spectrum recorded at 500 MHz in CDCls.
2 Spectrum recorded at 125 MHz in CDCls.
3 Spectrum recorded at 400 MHz in CDCls.
4 Spectrum recorded at 100 MHz in CDCls.
5] values are in Hz.

¢ Attached protons were deduced by HSQC experiments

Table S2. Energy analysis for MMFF conformational searching of compounds 1 and 2

Conf. 1 2
rel. E (kcal/mol)  Boltzmann Dist. rel. E (kcal/mol) Boltzmann Dist.
C1 0.00 0.223 0.00 0.261
2 0.31 0.133 0.30 0.156
C3 0.33 0.127 0.96 0.052
C4 0.71 0.067 1.16 0.037
C5 1.08 0.036 1.21 0.034
(@) 1.11 0.034 1.48 0.021
c7 1.40 0.021 1.59 0.018
C8 1.45 0.019 1.80 0.013
9 1.83 0.010 2.07 0.008
C10 2.18 0.007
C11 2.56 0.003
C12 2.81 0.002
C13 2.99 0.002




