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Table S1. NMR Data (*H 600 MHz, 3C 150 MHz, ®N, pyridine-ds) for Batzellamide A (8).

Position 8? g

1 20.4 1.17,d (6.2)

2 46.2 3.30,m

3 36.0 1.41, m; 1.39, m
4 56.3 3.34,m

5 30.5 1.90, m

6 30.5 1.90, m

7 56.3 3.34,m

8 35.0 1.79,m; 1.45 m
9 50.8 321, m

10 150.5

11 34.0 1.94, m; 1.00, ddd (1.5, 11.4, 22.8)
12 30.0 1.24, m

13 29.6 1.24, m

14 29.8 1.24, m

15 29.7 1.24, m

16 25.9/25.8 1.24, m

17 36.2/36.1 158, m;1.42, m
18 73.0 5.00, m

19 20.3 1.22,d (6.4)

20 169.2

21 43.8/43.6 3.23,m

22 57.3/57.0 4.03, m

23 28.8 2.28, m

24 30.8 2.14, m; 1.61, m
25 56.2/56.1 3.90, m

26 38.1 2.93, bd (16.3); 2.58, bdd (14.8, 14.5)
27 169.1

28 151.0

29 50.1/50.0 4.00, m

30 17.5 1.49,d (6.7)
N-H 10.08, s

N-H 9.79, s

34150 MHz; "600 MHz
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Table S2. NMR Data (*H 600 MHz, 3C 150 MHz, ®N, DMSO-ds) for Batzellamide A (8).

Position 82 g

1 19.8* 1.17,d (6.2)*

2 45.3 3.45, m

3 34.0 1.45, m; 1.32, m
4 55.6 3.65, m

5 29.5 2.10, m; 1.57, m
6 29.5 2.10, m; 1.57, m
7 55.5 3.65, m

8 329 2.16, m; 1.15, m
9 49.5 3.32,m

N-9a -296

10 149.2

N-10a -293

11 28.7 1.24, m

12 24.5 1.24, m

13 28.6 1.24, m

14 29.5 1.24, m

15 29.6 1.24, m

16 24.7 1.24, m

17 34.9 2.15,m; 1.17, m
18 71.6 4.86, tq (6.3, 7.0)
19 19.8* 1.17,d (6.3)*

20 168.5%

21 43.0/42.6 3.20, dd (8.0, 3.6)
22 55.9 4.06, m

23 27.5 2.27,ddd (12.3, 6.1, 6.0); 1.45 (m)
24 29.6 2.18, m; 1.67, m
25 54.8/54.7 3.75, m

26 36.8 2.81, dd (16.4, 3.8); 2.74, bdd (16.3, 13.5)
27 168.4*

N-27a -243 11.88, bs

28 148.5

N-28a -282 11.99, bs

29 48.5/48.4 3.93,m

30 16.8 1.22,d (6.4)

N-H 10.08, s

N-H 9.79, s

3150 MHz; °600 MHz; ** assignments may be interchanged.
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Table S3. NMR Data (*H 600 MHz, *C 150 MHz, ®N, DMSO-d;) for Hemibatzelladines A*® (10) and
A% (11).

Position 10° 10° 11° 11°

1 156.6 - 156.6 -

2 40.2 3.11, dd (13.1; 6.7) 40.2 3.11, dd (13.1; 6.7)
3 25.4 1.61, m 25.4 1.61, m

4 25.2 151, m 25.2 151, m

5 63.5 4.10, m 63.5 4.10, m

6 164.3 - 164.3 -

7 100.4 - 100.4 -

8 148.3 - 148.3 -

9 30.0 2.76, m; 3.16, ddd (18.1, 8.7, 8.2) 30.0 2.76, m; 3.16, ddd (18.1, 8.7, 8.2)
10 28.7 2.23,m; 16.2, m 28.7 2.23,m; 16.2, m
11 56.6 3.83, m 56.6 3.83, m

12 31.0 3.16, dbr (14.4); 1.44, m 310 3.16, dbr (14.4); 1.44, m
13 51.1 3.53, m 51.1 3.53, m

14 147.2 - 147.2 -

15 46.5 4.42,q (6.0) 46.5 4.42,q (6.0)

16 24.0 1.26, d (6.0) 24.0 1.27,d (6.0)

17 25.9 1.50, m 25.9 1.50, m

18 35.4 1.76, m 23.7 2.20, m

19 131.8 5.47, m 35.8 1.66, m

20 127.8 545, m 131.7 547, m

21 24.6 2.18, m 129.3 541, m

22 33.4 1.58, m 317 2.27,bq (7.2)

23 625 355 t(6.1) 62.5 3.54, 1 (6.1)

NH-1a -295 7.53,1(5.2) -295 753, (5.2)
NH-13a -285 8.78, bs -285 8.72, bs

NH-14a -290 8.43, bs -290 8.32, bs

3150 MHz; 600 MHz. **N assignments were not calibrated with an external standard. The Svalue has
an accuracy of about 1 ppm in reference to CHsNO, (0 ppm) and are assigned based on °NHSQC
and *°*NIrHMQC correlations.
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Figure S1. *H NMR spectrum (600 MHz, DMSO-ds) of monalidine A (1).

S6



RobertoMaMeH3C 2 1 /Users/davewilliams/Desktop/NMRdata

MaMeH2C in DMSC-dé
AwéEn0., cp

[rel]

Figure S2. 13C NMR spectrum (150 MHz, DMSO-ds) of monalidine A (1).

I
140

I
40

S7



RobertoMaMeH2C 4 1 /Users/davewilliams/Desktop/NMRdata

Fuamenzc in DMzo-de
R9radHSQC run on AVE00.cp

F1 [ppm]

I | 1
(] 40 20
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Figure S4. COSY spectrum (DMSO-de) of monalidine A (1).
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Figure S5. gHMBC spectrum (DMSO-ds) of monalidine A (1).
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Figure S7. >'NLRHMQC spectrum (DMSO-ds) of monalidine A (1).
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Figure S9. 13C NMR spectrum (100 MHz, DMSO-ds) of 1-hydroxypentadecane-4,6-dione (4).
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Figure S13. 13C NMR spectrum (100 MHz, DMSO-ds) of synthetic monalidine A (1).
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Figure S16. gHSQC spectrum (DMSO-ds) of arbusculidine A (7).
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Figure S17. COSY spectrum (DMSO-ds) of arbusculidine A (7).
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Figure S19. tROESY spectrum (DMSO-dg) of arbusculidine A (7).
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Figure S22. 13C NMR spectrum (150 MHz, MeOH-da) of batzellamide A (8).
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Figure S25. gHSQC spectrum (DMSO-de) of batzellamide A (8).
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Figure S27. gHMBC spectrum (DMSO-dg) of batzellamide A (8).
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Figure S28. tROESY spectrum (DMSO-dg) of batzellamide A (8).
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Figure S29. >NHSQC spectrum (DMSO-ds) of batzellamide A (8).
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S39

D:\ berlinck

2 1

RobertoMaMelMslnlzl

8LLOFC
682 FE
9F58 ¥C
8661 6C

G988
861 8¢
9058 8¢

LiBLLE
918k 2E
£L0L FE
922 0F
660G 9%
6SbE LG
1249964
Z85909 —
0LLGEY —

£8/£°00f —

EFET Pl ~
9e6C°6kL

9259°964 — \mm ®
P
N
I

LGEEFOL —

&

100
Figure S34. 'H NMR spectrum (150 MHz, DMSO-ds) of hemibatzelladine J (9).

150

fopm]



5S40

L MMWL

(€]®) =

Figure S35. gHSQC spectrum (DMSO-de) of hemibatzelladine J (9).
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Figure S37. gHMBC spectrum (DMSO-ds) of hemibatzelladine J (9).
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Figure S39. > NHSQC spectrum (DMSQO-ds) of hemibatzelladine J (9).
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Figure S40. >’NLRHMQC spectrum (DMSO-ds) of hemibatzelladine J (9).
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Figure S41. *H NMR spectrum (600 MHz, MeOH-da4) of A®-?0-hemibatzelladine J (10) and A?°-?*-hemibatzelladine J (11).
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Figure S42. 13C NMR spectrum (150 MHz, MeOH-d4) of A'®-?0-hemibatzelladine J (10) and A?°-?*-hemibatzelladine J (11).
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Figure S43. gHSQC spectrum (MeOH-da) of A%-20-hemibatzelladine J (10) and A?°-?'-hemibatzelladine J (11).
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Figure S44. COSY spectrum (MeOH-ds) of A%-20-hemibatzelladine J (10) and A2°-2-hemibatzelladine J (11).
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Figure S45. gHMBC spectrum (MeOH-ds) of At%20-hemibatzelladine J (10) and A?°-2-hemibatzelladine J (11).
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Figure S46. tROESY spectrum (MeOH-ds) of A%-29-hemibatzelladine J (10) and A?’-2-hemibatzelladine J (11).
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Figure S47. 'H NMR spectrum (600 MHz, DMSO-d.) of A'®-?0-hemibatzelladine J (10) and A?°-?!-hemibatzelladine J (11).
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Figure S48. 13C NMR spectrum (150 MHz, DMSO-da) of A'®-?0-hemibatzelladine J (10) and A?%-?!-hemibatzelladine J (11).



