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Data : 2817EILR-255

Sample: =
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Spectrum Type : Normal Ion [MF-Linear]
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[ Elemental Composition ] Page: 1
Data : 2017EIHR-128 Date : 05-Mar-2018 17:59
Sample: -
Note : - .
Inlet : Direct Ion Mode : EI+
RT : 0.59 min Scan#: 10

Elements : C 20/0, H 30/0, Br 0/0(79Br 0/0, 81Br 0/0),
¢l 0/0(35¢l 0/0, 37C1 0/0), F 0/0, N 6/0, o 10/0, P 0/0, S 0/0,
si 0/0, B 0/0(10B 0/0, 11B 0/0), Fe 0/0
Mass Tolerance : 10ppm, 5mmu if m/z < 500, 20mmu if m/z > 2000
Unsaturation {(U.S.) : 0.0 - 30.0

Observed m/z Int% Err[ppm / mmua) U.S. Composition
190.1000 100.0 +17.3 / +3.3 7.0 C8HI10 NG
4+10.2./ +1:9 - 65 C10H 12 N3O0
+3.1 / +0.6 6.0 C12H 1402
+24.3 / +4.6 2.0 C7H14N204

Figure S1. Mass spectrum of AB204-A (1)
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Wavenumber [cm-1]

[E—VRHER ]
No. Wavenumber No. Wavenumber 558
1 3853.08 105.254 2 3838.61 105.148
3 3819.33 105.632 4 3801.01 105.306
5 3734.48 102.782 6 3710.37 103.908
7 3675.66 104,666 8 3648.66 104.408
9 3629.37 103.204 10  3566.7 104.6
11 3014.19 90.7525 12 2923.56 99.1088
13 2361.41 62.3986 14 2341.16 729803
15  2189.77 102.02 16 2162.78 101.62
17 2027.78 101.267 18  2004.64 101.507
19 197571 101.601 20  1705.73 84.8262
21 1653.66 97.5351 22  1558.2 99.2015
23 1540.85 98.5998 24  1521.56 99.872
25 150741 99.3887 26 1487.81 98.5834
27  1456.96 96.7823 28  1408.75 96.506
29 127761 95.5934 30 1212.04 95.6269
3 1156.12 95,5919 32 1054.87 96,718
33 936.271 95.4701 34 826.348 97.3772
35 782958 94.1025 36  753.066 91.7801
37 737.639 92.2188 38 669.178 89.2004
39 653.79 92.9959 40 615.181 97.2043
41  581.433 97.9938 42  566.969 97.4425
43  555.398 97.3315 44  529.364 95.0959
45  500.437 94.7972 46 473439 90.9543
47  460.904 89.2567 48  450.297 90.3468
49  434.869 90.0813 50  419.442 90.3723
51  411.728 87.6695

Figure S2. IR spectrum of AB204-A (1) in MeOH
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Figure S3. 'H NMR spectrum of AB204-A (1) in CDCls (500 MHz)
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Figure S4. BC NMR spectrum of AB204-A (1) in CDCls (125 MHz)
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Figure S5. HMBC spectrum of AB204-A (1) in CDCls
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Figure S6. HMQC spectrum of AB204-A (1) in CDCls
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Figure S7. 'H NMR spectrum (upper) and a corresponding 1D NOE spectrum (lower; irradiation of H-2') of AB204-A (1) in CDCls
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[ Mass Spectrum ]

Data : 2817EILR-258 Date : @8-Mar-2B18 14:31
Sample: - :
Note : -

Inlet : Direct Ion Mode : EI+

Spectrum Type : Normal lon [MF-Linearl

RT : @.1% min Scan# : 3

BR*: mrz 18.002@ Int. : 116.35

Qutput m/z range : 10.0004 to 582,0623 Cut Level ,: 0.00 %
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[ Elemental Composition ] Page: 1

Data : 2017EIHR-132
Sample: -

Note : -

Inlet : Direct

RT : 0.33 min

si 0/0,
Mass Tolerance :
Unsaturation (U.S.) :

Scan#: 6
Elements : C 20/0, H 30/0, Br 0/0(79Br 0/0, 81Br 0/0),
Cl 0/0(35Cc1 0/0, 37Cl1 0/0), F 0/0, N 6/0, O 10/0, P 0/0, S 0/0,
B 0/0(10B 0/0, 11B 0/0), Fe 0/0
10ppm, S5mmu if m/z < 500, 20mmu if m/z > 2000

0.0 - 30.0
Observed m/z Int% Err(ppm / mmu]
218.1301 100.0 +9.5 / +2.1
+3.3 / +0.7
Qg -2.8/ -0.6
+21.8 / +4.8
+15.6 / +3.4

Date : 08-Mar-2018 17:24

Ion Mode : EI+

U.S. <Composition

7.0 C10H 14 N6
6.5 C12H16 N3O0
6.0 C14 H18 0 2 /
2.5 C7TH16 N50 3
2.0 C9H18N204

Figure §8. Mass spectrum of AB204-B (2)
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Wavenumber [cm-1]
[E—ORHHER]
No. Wavenumber 5&E No. Wavenumber 5&E
1 3902.25 103.607 2 3853.08 102.474
3 3838.61 102.906 4 3820.29 103.509
5 3801.01 103.56 6 3734.48 99.3006
7 3710.37 101.098 8 3675.66 102.092
9 3648.66 100.804 10 3628.41 99.7778
11 3595.63 100.382 12 3566.7 101.004
13 30113 98.2741 14 2925.48 95.8246
15  2857.02 98.1554 16 2361.41 50.1467
17  2341.16 61.6529 18  2188.81 100.514
19  2162.78 100.254 20 2025.85 100.153
21 1994.03 100.474 22 198343 100.543
23  1868.68 101.351 24 1844.58 101.309
25  1792.51 100.922 26 1772.26 100.289
27  1705.73 83.9228 28  1652.7 94.5946
29  1636.3 95.3956 30 1558.2 96.4809
31 1540.85 95.5141 32  1521.56 97.1816
33 1507.1 96.306 34  1487.81 96.7782
35 1473.35 97.5391 36 1456.96 93.7249
37 1418.39 95.5949 38 1219.76 90.7921
39  1069.33 96.1973 40  942.056 95.5503
41  826.348 95.7593 42 772351 70.7697
43  737.639 90.0633 44  669.178 82.9721
45  656.643 88.2957 46 616.145 92.5417
47  605.539 93.0553 48  566.969 91.6381
49  544.792 92.0447 50 530.328 90.4215
51 511.044 91.8682 52  501.401 89.4354
53  491.759 89.1895 54  476.331 88.8017
55  460.904 91.2554 56  448.369 91.0013
57 437.762 89.9716 58 417513 86.0332
59  410.763 86.0639

Figure S9. IR spectrum of AB204-B (2) in MeOH
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Figure $10. 'H NMR spectrum of AB204-B (2) in CDCls (500 MHz)
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[ Mass Gpectrum ]

Oata : ZBI7EILR-259 Date : DA-Mar-ZBLE 14:57
Sample: -
Haote o=
Inlet : Direct Ion Mode @ Elv
Soectrum Typn | Mormal lon [MF-Linear]
RT : 8.94 min Scand : 15
I° : msz 131.0002 Int. = 91,60
Oulput mf7 range : 18,0288 10 5635312 Cut Lewe! : 8,28 %
394765
131
1d-{
a6 o
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[ Elemental Composition ] Page: 1

Data : 2017EIHR-133
Sample: -

Note : -

Inlet : Direct

RT : 1.17 min
Elements

Date

Ion Mode :

Scan#

: 08-Mar-2018 17:42

EI+
: 3

: C 20/0, H 30/0, Br 0/0(79Br 0/0, 81Br 0/0),

Cl 0/0(35C1 0/0, 37Cl1 0/0), F 0/0, N 6/0, © 10/0, P 0/0, S 0/0,

si 0/0, B 0/0(1

0B 0/0, 11B 0/0

), Fe 0/0

Mass Tolerance : 10ppm, Smmu if m/z < 500, 20mmu if m/z > 2000
Unsaturation (U.S.) : 0.0 - 30.0
Observed m/z Int% Err[ppm / mmu] U.S. Composition
274.1931 100.0 +9.3 / +2.6 7.0 C14 H22 N 6
+4.4 / +1.2 6.5 C16 H24 N3 0O
-0.5/ -0.1 6.0 C18H 2602 ¢(
+14.2 / +3.9 2.0 C13H26N204
288.2078 12.8 +5.4 / +1.5 7.0 C15H24 N6
+0.7 / +0.2 6.5 C17H 26 N30
=-3.9/ -1.1 6.0 C19H 2802
+14.7 / +4.2 2.5 C12H26 N50 3
+10.0 / +2.9 2.0 C14H28N 204

[ Elemental Composition )

Data
Sample: -
Note : -
Inlet : Direct
RT : 1.21 min
Elements :

: 2017EIHR-133

Date : 08-Mar-2018 17:42

Ion Mode :
Scan#: 32

EI+

C 20/0, K 30/0, Br 0/0(79Br 0/0, 81Br 0/0),

Page: 1

Cl 0/0(3scl 0/0, 37Cl1 0/0), F 0/0, N 6/0, O 10/0, P 0/0, S 0/0,

si 0/0, B 0/0(10B 0/0,
: 10ppm, Smmu if m/z < 500, 20mmu if m/z > 2000

Mass Tolerance
Unsaturation (U.S.)

Observed m/z Int%
288.2096 2.4

274.1938 20.8

11B 0/0), Fe 0/0

: 0.0 - 30.0

Err(ppm / mmu] U.S. Composition
+11.5 / +3.3 7.0 C15SH24 N6
+6.9 / +2.0 6.5 C17H26N 3
+2.2 / +0.6 6.0 C19H 2802
+16.2 / +4.7 2.0 C14H28N204
+11.6 / +3.2 7.0 C14H22N6
+6.7 / +1.8 6.5 C16 H24 N3
+1.8 / +0.5 6.0 C18H 260 2
+16.5 / +4.5 2.0 C13H26N204

Figure S16. Mass spectrum of a mixture of AB204-C (3) and AB204-D (4)

19




abundance

JaB204-Cs, CDCI3, 120301, 1H

-]
s
]
s
L
=
—
o

'l ||||||||| | LA L N B B B FrTrirrrrrrr Tt 7T T TlrfiTrroo o _' ||||||||| L AL L B B T 1111111 1T T1T1r 1111171 | L L B T

2.0 8.0 7.0 6.0 50 40 30 20 10 4]

| LA A AN | | AT AR A

= BERF as s R e o bl S RRAN DRESRREEZEA oA

& i bl = = Ba oo W omil— o oin Mmool e o ==

] = = - DM W own v A ~a o™ E ot T o B o B o o | L i B B B i i B i [=J=]

X : parts per Million : 1H

Figure S17. 'H NMR spectrum of a mixture of AB204-C (3) and AB204-D (4) in CDCls (500 MHz)
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Figure S18. Mass spectra (ESIMS) of AB204-E (5)
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Figure 520. Mass spectra (ESIMS) of AB204-F (6)
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Figure 521. Mass spectrum (EIMS) of AB204-F (6)

24



120
100 2
10
801
%T
60~
24

401

30 ! | 2 | ! |

4000 3000 2000 1000

Wavenumber [cm-1]

[E—2fRHER ]
No. Wavenumber 78 No. Wavenumber %M
1 3917.68 109.61 2 3902.25 107.538
3 3882 108.255 4 3871.4 107.484
5 3853.08 105.759 6 3838.61 106.32
7 3820.29 106.973 8 3801.01 107.146
9 3779.8 109.23 10 3734.48 99.6393
11 371037 103.082 12 3690.12 103.959
13 3675.66 105.057 14  3648.66 104.45
15 362841 102.647 16 359948 104.593
17  3566.7 105.997 18 354549 107.842
19 3525.24 108.611 20 29573 102.077
21 2926.45 100.637 22 2857.02 102.861
23 2360.44 32.7735 24 2341.16 47.7961
25 22727 103.628 26 2188.81 105.298
27 217724 104.788 28  2164.7 104.763
29  2154.1 104.654 30 2027.78 104.668
31 2003.68 105.254 32 1974.75 105.103
33 1919.79 106.321 34 1868.68 105.544
35 184458 105.739 36 1828.19 105.943
37 179251 105.228 38 1772.26 104.63
39 1749.12 103.812 40  1733.69 103.086
41 1716.34 101.041 42 168452 87.2379
43  1653.66 100.222 44 16363 100.986
45 1617.98 94.2453 46  1576.52 104.398
47  1558.2 100.994 48  1540.85 99.5987
49 152156 101.95 50 1507.1 100.413
51 149745 104.72 52 1488.78 103.738
53  1473.35 102.574 54  1456.96 101.474
55  1418.39 99.9923 56 1375 105.442
57  1339.32 104.309 58  1276.65 98.6269
59  1219.76 97.7722 60 1147.44 102.158
61  1000.87 99.6257 62  950.734 102.292

Figure 522. IR spectrum of AB204-E (5) in MeOH
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Figure 523. IR spectrum of AB204-F (6) in MeOH
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Figure 524. 'H NMR spectrum of AB204-E (5) in CDsOD (500 MHz)
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Figure 525. 3C NMR spectrum of AB204-E (5) in CDsOD (125 MHz)
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Figure S34. '"H NMR spectrum (upper) and a corresponding 1D NOE spectrum (lower; irradiation of H-12) of AB204-E (5) in CDsOD
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Figure S36. Mass spectra of anguinomycin A (7)
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Figure S40. Mass spectra of actinopyrone A (9)
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Figure S41. 'H NMR spectrum of actinopyrone A (9) in CDCls (500 MHz)
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