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Figure S1. 'H NMR Spectrum of Merochlorin G (1) in CDCl;
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Figure S2. *C NMR Spectrum of Merochlorin G (1) in CDCl3
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Figure S3. COSY Spectrum of Merochlorin G (1) in CDCIl3
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Figure S4. HSQC Spectrum of Merochlorin G (1) in CDCl;
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Figure S5. HMBC Spectrum of Merochlorin G (1) in CDCl;s
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Figure S6. NOESY Spectrum of Merochlorin G (1) in CDCl;
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Figure S7. 'H NMR Spectrum of Merochlorin H (2) in DMSO-ds
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Figure S8. 1*C NMR Spectrum of Merochlorin H (2) in DMSO-ds

- oobuuL

S Vo - 6000

108.03
107.74

\ 107.27
71.32

71.71

N
&
1o}
o
2

\

~193.38
__165.69
164.22
__84.03
7618
\69.75

36

30

30

27

24

20

20

A
/L

- 5500

- 5000

-4500

4000

3500

- 3000

2500

-2000

- 1500

- 1000

- 500

r— 1. -~ 1. -~ 1.~ 1~ 1 T ‘' T ‘" T ‘' T ‘" T ‘" T ‘" T ‘' T T T T T T T T T T T T — T 1
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 o] -10 -20
f1 (ppm)

S12



Figure S9. 'H NMR Spectrum of Merochlorin I (3) in DMSO-ds
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Figure S10. 13C NMR Spectrum of Merochlorin I (3) in DMSO-ds
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Figure S11. '"H NMR Spectrum of Merochlorin J (4) in DMSO-ds
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Figure S12. *C NMR Spectrum of Merochlorin J (4) in DMSO-ds
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Figure S13. COSY Spectrum of Merochlorin J (4) in DMSO-ds
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Figure S14. HSQC Spectrum of Merochlorin J (4) in DMSO-ds
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Figure S15. HMBC Spectrum of Merochlorin J (4) in DMSO-ds

L

G0

L

RN

v 8 :2:
v

LA [ 2o

'

'
W'y ’l

‘. ' a0
L

[s

S19

f1 (ppm)



L

Figure S16. NOESY Spectrum of Merochlorin J (4) in DMSO-ds
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Figure S17. 'H NMR Spectrum of Compound 10 in DMSO-ds
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Figure S18. 1*C NMR Spectrum of Compound 10 in DMSO-ds
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Figure S19. COSY Spectrum of Compound 10 in DMSO-ds
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OH O Figure S20. HSQC Spectrum of Compound 10 in DMSO-ds
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Figure S21. HMBC Spectrum of Compound 10 in DMSO-ds
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about us

Figure S22. DP4 analysis of NMR calculation of Merochlorin G (1)
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Results of DP4 using both carbon and proton data:
Isomer 1: 100.0%
Isomer 2: 0.0%
Isomer 3: 0.0%
Isomer 4: 0.0%

Results of DP4 using the carbon data only:
Isomer 1: 0.8%
Isomer 2: 10.4%
Isomer 3: 87.7%
Isomer 4: 1.1%

Results of DP4 using the proton data only:
Isomer 1: 100.0%
Isomer 2: 0.0%
Isomer 3: 0.0%
Isomer 4: 0.0%

Results of DP4 using both carbon and proton data:

Isomer 1: 100.0%
Isomer 2: 0.0%
Isomer 3: 0.0%
Isomer 4: 0.0%

Results of DP4 using the carbon data only:
Isomer 1: 2.8%
Isomer 2: 69.5%
Isomer 3: 26.9%
Isomer 4: 0.8%

Results of DP4 using the proton data only:
Isomer 1: 100.0%
Isomer 2: 0.0%
Isomer 3: 0.0%
Isomer 4:0.0%

Figure S23. DP4 analysis of NMR calculation of Merochlorin J (4)
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Figure S24. LRMS spectrum of Merochlorins G (1)
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Figure S25. LRMS spectrum of Merochlorins H (2)
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Figure S26. LRMS spectrum of Merochlorins I (3)
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Figure S27. LRMS spectrum of Merochlorins J (4)
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Figure S28. HRMS spectrum of Merochlorin G (1)

[ Elemental Composition ]

Data

Note : m-NBA

Inlet : Direct
RT : 2.70 min
Elements :
Mass Tolerance

Unsaturation (U.S.)

: FAB-Q485
Sample: CNH189.494B

Observed m/z Int%

517.1517

2.9

Date :

22-Feb-2018 14:22

Ion Mode : FAB+

Scan#:

(121,130)

C 100/0, H 100/0, C1 3/1(35C1 3/0, 37C1 3/0),

Page:

0 10/0, Na 1/0

20ppm, Smmu if m/z < 250, 10mmu if m/z > 500

: -0.5 - 30.0
Brr[ppm / mmu) U.S. Composition
+5.3 / +2.8 21.5 C 35 H 27 35C1 2
-3.8/ =-2.0 26.5 C 38 H 24 37C1
+11.1 / +5.8 13.5 C 30 H 32 35C1 37C1 2 O
+9.6 / +4.9 12,5 C29H 3235C1 302
+0.4 / +0.2 17.5 C 32 H 29 35C1 37C1 0 2
-10.3 / -5.3 21.5 C34 H26 35C1 03
+6.2 / +3.2 9.5 C27H 34 37C1 303
+4.7 / +2.4 8.5 C 26 H 34 35C1 2 37C1 0 4
-4.5/ =2.3 13.5 C29 H 31 37C1 204
-6.0 / -3.1 12.5 C28 H3135C1 205
-15.2 / -7.8 17.5 C31 H2837C105
+19.2 / +9.9 17.5 C 30 H 26 35C1 0 6
-0.2 / =-0.1 4.5 C23 H36 35C1 37C1 20 6
-1.8 / -0.9 3.5 C22H3635C1307
-10.9 / =~5.7 8.5 C 25 H 33 35C1 37C1 0 7
+14.3 / +7.4 13.5 C 27 H 28 37C1 0 8
-5.1/ =-2.6 0.5 C20H 38 37C1 308
-6.7 / =3.5 -0.5 C 19 H 38 35C1 2 37C1 O 9
-15.8 / -8.2 4.5 C22H3537C1 209
-17.4 / =-9.0 3.5 C21 H3535C1 2010
+18.6 / +9.6 4.5 C 21 H 33 35Cl1 37C1 O 10
+10.0 / +5.2 18.5 C 33 H 28 35Cl1 2 Na
+0.8 / +40.4 23.5 C 36 H 25 37C1 Na
-18.6 / -9.6 10.5 C 29 H 35 37C1 3 Na
+15.8 / +8.2 10.5 C 28 H 33 35C1 37C1 2 O Na
+14.2 / +7.4 9.5 C27 H33 35C1302Na
+5.1 / +2.6 14.5 C 30 H 30 35C1 37C1 O 2 Na
-5.6 / -2.9 18.5 C 32 H 27 35C1 O 3 Na
+10.9 / +5.6 6.5 C 25 H 35 37C1 303 Na
+9.3 / +4.8 5.5 C 24 H 35 35C1 2 37C1 O 4 Na
. H O 4 N3
-10.5 / -5.4 14.5 C29 H29 37CL O 5 Na
+4.4 / +2.3 1.5 C 21 H 37 35C1 37C1 2 O 6 Na
+2.9 / +1.5 0.5 C 20 H 37 35C1 307 Na
-6.3 / -3.2 5.5 C 23 H 34 35C1 37C1 O 7 Na
-17.0 / -8.8 9.5 C 25 H 31 35C1 O 8 Na
+19.0 / +9.8 10.5 C 25 H 29 37C1 O 8 Na
-11.2 / -5.8 1.5 C 20 H 36 37C1 2 0 9 Na
-12.7 / -6.6 0.5 C19 H 36 35C1 2 O 10 Na
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Figure S29. HRMS spectrum of Merochlorin H (2)

[ Elemental Composition ] Page:
Data : FAB-Q484 Date : 22-Feb-2018 14:08

Sample: CNH189.512

Note : m-NBA

Inlet : Direct Ion Mode : FAB+
RT : 5.13 min Scan#: (222,254)
Elements : C 100/0, H 100/0, Cl 3/1(3s5C1 3/0, 37Cl 3/0), © 10/0, Na 1/0
Mass Tolerance : 20ppm, Smmu if m/z < 250, 10mmu if m/z > 500
Unsaturation (U.S.) : -0.5 - 30.0
Observed m/z Int%¥ Err[ppm / mmu] U.S. Composition
535.1627 4.1 -18.6 / -10.0 15.5 C 33 H 34 35C1 3
+16.2 / +8.6 16.5 C 33 H 32 35C1 2 37C1
+7.3 / +3.9 21.5 C36 H 29 37C1 2
+5.8 / +3.1 20.5 C35H 29 35C1 20
-3.0 / -1.6 25.5 C 38 H 26 37C1 O
+11.4 / +6.1 12.5 C 30 H 34 35C1 37C1 2 0 2
+9.9 / +5.3 11.5 C 29 H 34 35C1 3 03
+1.1 / +0.6 16.5 C 32 H 31 35C1 37C1 0 3
-9.3 / -5.0 20.5 C 34 H 28 35C1 O 4
+6.7 / +3.6 8.5 C27 H36 37C1 3 04
+5.2 / +2.8 7.5 C 26 H 36 35C1 2 37C1 O 5
-3.6 / -1.9 12.5 C29H3337C1 205
-5.2 / -2.8 11.5 C 28 H33 35C1 206
-14.0 / -7.5 16.5 C 31 H 30 37C1 O 6
+0.5 / +0.2 3.5 C 23 H 38 35C137C1 207
-1.1/ -0.6 2.5 C22H 38 35C1 308
-9.9 / -5.3 7.5 C 25 H 35 35C1 37C1 O 8
+14.5 / +7.8 12.5 C 27 H 30 37C1 0 9
-4.3/ -2.3 -0.5 C 20 H 40 37C1 3 0 9
-14.6 / -7.8 3.5 C22H 37 37C1 2 0 10
-14.1/ -7.5 12.5 C 31 H 35 35C1 3 Na
+11.8 / +6.3 18.5 C 34 H 30 37C1 2 Na
+10.3 / +5.5 17.5 C 33 H 30 35C1 2 O Na
+1.5 / +0.8 22.5 C 36 H 27 37C1 O Na
-17.3 / -9.3 9.5 C 29 H 37 37C1 3 O Na
+15.9 / +8.5 9.5 C 28 H 35 35C1 37C1 2 O 2 Na
+14.4 / +7.7 8.5 C 27 H 35 35C1 3 O 3 Na
+5.6 / +3.0 13.5 C 30 H 32 35C1 37C1 O 3 Na
-4.8 / -2.5 17.5 C 32 H 29 35C1 O 4 Na
+11.2 / +6.0 5.5 C 25 H 37 37C1 3 O 4 Na
+9.7 / +5.2 4.5 C 24 H 37 35C1 2 37C1 O 5 Na
+0.9 / +40.5 9.5 C 27 H 34 37C1 2 O 5 Na
[-0.7 / -0.4 8.5 C 26 H 34 35CL 2 O 6 Na |
-9.5 / -5.1 13.5 C 29 H 31 37C1 O 6 Na
+5.0 / +2.7 0.5 C 21 H 39 35C1 37C1 2 O 7 Na
+3.4 / +1.8 -0.5 C 20 H 39 35C1 3 O 8 Na
-5.4 / -2.9 4.5 C 23 H 36 35C1 37C1 O 8 Na
-15.7 / -8.4 8.5 C 25 H 33 35C1 O 9 Na
-10.1 / -5.4 0.5 C 20 H 38 37C1 2 O 10 Na
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Figure S30. HRMS spectrum of Merochlorin I (3)
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Page: 2

[ Elemental Composition ]

Figure S31. HRMS spectrum of Merochlorin J (4)
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Figure S32. HRMS spectrum of Compound 10

[ Mass Spactrum ]

Data : EI-ATEE Diate @ 25-May-2021 1453

RT : 1.02 min Sean® @ (51,60)

Elemants : G 1000 H 10050, O 10/0
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Uneaturation (U5 : -0.5 — 200

[%]
12129104 22X, 0373

10—

20—

Al

40—

20 I

() g JH_ A m'E

I ' | ' [ ! | ' [ ' | ' |
217.0 HE.0 219.0 220.0 221.0 222.0 223.0

Observed msz Int% Err[ppm / rmmmu] U.5. Compoesition
1 220.0373 100 .00 +0.6 5 +0.1 B.0 C11 Ha 05

S36



Figure S33. Simulated conformer models of two possible diastereomers of 1 (18R, 185)

OH O OH O

HO HO

Diastercomer 1 (18R) Diastercomer 2 (185)

Figure S34. Simulated conformer models of four possible diastercomers of 4 (15R/18R, 15R/18S, 155/18R, and 155/18S)

Diastereomer 1 (15R/18R) Diastereomer 2 (15R/18S)
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Diasterecomer 3 (155/18R) Diastereomer 4 (155/185S)
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Table S1. Experimental (Exp.) and calculated (Cal.) chemical shift values (CS, &) of merochlorin G (1)

Number Atom calculated 18R calculated 185 experimental

1 c 108.16 107.97 108.9
2 c 159.57 159.78 162.9
3 c 108.16 108.45 107.4
4 c 135.65 135.77 134.7
5 c 112.43 112.4 109.9
6 c 163.43 163.42 165.3
9 c 203.67 203.5 195.1
10 c 89.71 89.48 84

11 c 86.76 86.36 74.5
12 c 200.54 201.1 194.7
16 c 47.96 47.54 38.6
17 c 132.19 132.08 131.6
18 c 38.26 384 31.3
19 c 130.26 130.52 123.5
20 c 137.59 138.27 134
22 c 137.66 138.47 125.1
23 c 253 25.26 20.6
24 c 25.52 25.6 20.9
25 c 42.54 43.81 36.6
26 c 20.92 20.27 18.1
27 c 38.71 39.35 34.8
28 c 65.66 66.75 66.4
29 c 148.71 149.75 144.3
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30 26.11 25.65 17
32 116.44 116.23 114.2
33 31.86 31.99 15.9

Table S2. Experimental (Exp.) and calculated (Cal.) chemical shift values (CS, &) of merochlorin J (4)

Number Atom 15R/18R 15R/18S 15S8/18R 155/18S8 experimental

1 c 112.9 113.67 111.18 113.16 107.7
2 c 165.02 163.53 165.74 165.26 164.1
3 c 110.42 113.85 108.91 109.53 107.2
4 c 135.27 135.75 135.7 135.54 134.9
5 c 110.41 111.33 109.25 110.05 107.8
6 c 166.57 163.95 166.75 166.66 165.2
7 c 203.08 203.22 203.88 202.65 195.3
8 c 88.89 89.23 88.6 89.18 84

9 c 91.95 87.46 92.44 91.74 76.1
10 c 197.14 199.27 197.43 197.46 193.6
15 c 35.16 33.01 33.85 34.79 18.1
17 c 48.89 48.77 44.52 48.75 37.9
18 c 130.88 132.69 131.53 130.58 126.4
20 c 140.95 139.64 140.77 140.89 129.2
21 c 35.26 344 33.55 35.31 26.3
22 c 26.89 25.88 26.16 27.14 20
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23 c 28.69 27.65 27.08 28.8 20

24 c 45.84 45.39 47.81 46.01 39.7
25 c 85.48 84.72 86.23 85.87 83.4
27 c 88.78 88.85 87.2 88.08 81

28 c 33.45 31.99 33.48 31.36 259
29 c 40.48 38.69 47.77 42.57 36.3
30 c 34.35 35.84 33.14 31.59 24.7
31 c 56.02 56.17 56.78 56.55 55.5
32 c 35.05 32.38 31.62 36.4 19.7
33 c 30.62 31.58 31.68 29.91 22.8
35 h 5.98 5.95 6.05 6.12 6.62
36 h 6.42 6.54 6.21 6.12 6.81
39 h 0.76 0.73 0.77 0.82 1.81
40 h 1.39 1.25 1.45 1.35 1.81
41 h 2.33 2.13 2.29 2.29 1.81
42 h 3.22 3.24 3.28 3.32 2.45
43 h 1.9 1.59 1.69 1.51 2.31
44 h 2.99 2.6 2.98 3.04 6.16
45 h 1.25 0.99 1.34 0.9 2.23
46 h 1.71 1.56 1.98 2.04 1.65
47 h 1.35 1.43 1.45 1.65 1.05
48 h 1.6 1.26 1.17 1.4 1.05
49 h 1.43 1.11 1.7 1.49 1.05
50 h 2.02 2.18 2.54 1.47 1.47
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51 h 1.32 1.09 1.21 1.76 1.47
52 h 1.67 1.28 1.28 1.91 1.47
53 h 1.12 0.93 0.94 1.33 1.42
54 h 1.31 1.07 0.96 0.89 1.17
55 h 34 3.69 3.62 3.53 3.98
56 h 1.55 1.38 1.32 1.65 1.88
57 h 1.36 1.25 1.35 1.4 1.64
58 h 1.33 1.11 1.54 1.19 1.56
59 h 1.73 1.67 1.4 0.96 1.56
60 h 0.86 0.77 0.62 0.64 1.06
61 h 1.3 0.87 1.01 1.26 1.06
62 h 0.8 0.5 1.33 1.03 1.06
63 h 1.22 0.71 0.87 0.99 1.14
64 h 0.99 1.08 1.48 1.28 1.14
65 h 0.92 0.63 0.82 0.99 1.14
66 h 1.15 0.34 0.6 1.06 1.16
67 h 1.31 1.26 1.41 1.04 1.16
68 h 0.95 0.83 1.05 0.72 1.16
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