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Figure S1. '"H NMR spectrum (500 MHz, DMSO-ds) of zopfinol (1).
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Figure S2. 5C NMR spectrum (125 MHz, DMSO-ds) of zopfinol (1).
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Figure $3. COSY NMR spectrum (500 MHz, DMSO-ds) of zopfinol (1).
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Figure S4. ROESY NMR spectrum (500 MHz, DMSO-ds) of zopfinol (1).
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Figure S7. '"H NMR spectrum (500 MHz, DMSO-ds) of zopfinol B (2).
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Figure §9. COSY NMR spectrum (500 MHz, DMSO-ds) of zopfinol B (2).
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Figure $10. NOESY NMR spectrum (500 MHz, DMSO-ds) of zopfinol B (2).
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Figure S11. HSQC NMR spectrum (500 MHz, DMSO-ds) of zopfinol B (2).
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Figure S12. HMBC NMR spectrum (500 MHz, DMSO-ds) of zopfinol B (2).
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Figure S13. 'H NMR spectrum (500 MHz, DMSO-ds) of zopfinol C (3).
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Figure S14. 3C NMR spectrum (125 MHz, DMSO-ds) of zopfinol C (3).
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Figure $17. HSQC NMR spectrum (500 MHz, DMSO-ds) of zopfinol C (3).
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Figure S18. HMBC NMR spectrum (500 MHz, DMSO-ds) of zopfinol C (3).

E 10

E 128



DMSO-d6
0.16
0.15-
0.14 4
E 13<"> 18
B — —
0.13 14
7: i
E 17
0.12 ~
= 12<">(Overlapped
3 mn
0.1 16
j m
0.10
0.09
0.08-
0.07 - 1
7: m—
0.06 |
0.055 5
= m~ 100H 110H
i ™ m
0.04-
o
0.03 8 9
E ~ n DMSO-d6*
0.02- 10 12<>
E DMSO-d6 13<>
0.01- t
0% el " A A Iy o L " " UU -
, N \
0 O ~ o N o N © D S =
2% 9o S S @ 9o S - S
oo - o - - R - o0 o 2
B0 UEB H Hoh [ g [
R R R R IR AR AR R R R R AR R R AR A R R R R R R R R
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 1.5 1.0  Chemical Shift (ppm)

Figure S19. '"H NMR spectrum (500 MHz, DMSO-ds) of zopfinol D (4).
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Figure S20. *C NMR spectrum (125 MHz, DMSO-ds) of zopfinol D (4).
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Figure $21. COSY NMR spectrum (500 MHz, DMSO-ds) of zopfinol D (4).



127> 1<% 17 16 18

5
8 4
& 3 19
o
M J yiss
A — n
&
\I
137
127
prisd
—_—
(10,11}
11— o= - @
(8,10) (8,10) (100H, 10}
0
8, 1)
110H ®1) @ Q
P (10, 100H) a
100H 8
(10,9
B —
4 (0.8
&
— ’
1
L I L I L L I L L L L L I L L e
F2 Chemical Shift (ppm}) 7.5 7.0 6.5 6.0 55 5.0 45 40 35 3.0 25 20 1.5 10 0.5

Figure $22. ROESY NMR spectrum (500 MHz, DMSO-ds) of zopfinol D (4).



13<7> 13<™> 17 15 18

#4

5, 5)

(88
9.9)

an

(11, 11)

{10, 10)

18, 18)
(17,17)
f2<=,12) = =

115, 15)
(2= 12)

E 32
E 40

X

LN B L B L B
[ gE g LE

2 Chemical Shift (ppm) 75 70 6.5 6.0

R
5.0

Figure $23. HSQC NMR spectrum (500 MHz, DMSO-ds) of zopfinol D (4).

2

15 1.0

IS L L L L I L L L I e
45 a [ 25 9

25



12¢7 137 17 15 18

5
8 4
] ] a4
0
M 4[/ 2<'
A .
{17, 18)
- -
(18,17)
(11, 13) (12> 13)
(110H, 12) (10,12}
(17, 16) (18, 16)
L - Y
(8 10) (9,10 (100H, 11} (110H,11}¥ (10,11}L
(100H, 10}
(8 4)
—}f )
‘o L
6.2) “2) 1,2
- (100H, 8}
©2 —
57) q 8,7 (10, &)
(8,9) r (10,9}
&7 o
53 43 1,3
||||||||||\\||||||||||II|\\||||||||||II|I\I||||||||||||||||||||||||II||\\|||||||||||||\\\||||||||II||\\I|||||||||||I\\|||||||||II|II\I|||||||||||||||||||||||||i
2 Chemical Shift foom) 75 7.0 6.5 680 55 5.0 45 40 35 3.0 25 20 15 1.0 05

Figure $24. HMBC NMR spectrum (500 MHz, DMSO-ds) of zopfinol D (4).
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Figure 526. HSQC NMR spectrum (700 MHz, pyridin-ds) of zopfinol A-R-MTPA ester
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