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Figure S1 HRESIMS spectra of outovirin A (1), outovirin B (2), outovirin C (3), and
MSMS spectrum of the m/z 283 fragment ion common to the three compounds.

Figure S2 500 MHz H spectra of outovirin A (1), outovirin B (2), and outovirin C (3) in
CDs0D.

Figure S3 500 MHz 1H-1H COSY-45 spectrum of outovirin B (2) in CD30D.

Figure S4 500 MHz 1H-1H NOESY spectrum of outovirin B (2) in CD30D. Red indicates
positive signal intensity and green indicates negative signal intensity.

Figure S5 500 MHz 1H-13C HSQC spectrum of outovirin B (2) in CD30D.

Figure S6 500 MHz 1H-13C HMBC spectra of outovirin B (2) in CD3OD. Two
independently acquired spectra are overlaid, as denoted by red and cyan.

Figure S7 500 MHz 1H-1H COSY-45 spectrum of outovirin A (1) in CD3OD.
Figure S8 500 MHz 1H-13C HSQC spectrum of outovirin A (1) in CD30D.
Figure S9 500 MHz 1H-13C HMBC spectrum of outovirin A (1) in CD3OD.
Figure S10 500 MHz 1H-1H COSY-45 spectrum of outovirin C (3) in CD30D.
Figure S11 500 MHz 1H-13C HSQC spectrum of outovirin C (3) in CD30D.
Figure S12 500 MHz 1H-13C HMBC spectrum of outovirin C (3) in CD30D.

Table S1 Chemical shifts (in ppm) of outovirin A (1), outovirin B (2) and outovirin C (3)
in CD30D (exp) and ab initio simulations (calc)

Scheme S1 Outovirin B (2) labeled according to the numbering schemes based on
Gliovirin?2 and Pretrichodermamide A24,
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Figure S1 HRESIMS spectra of A) outovirin A (1) (m/z 481.1282), B) outovirin B (2)
(m/z513.1014), C) outovirin C (3) (m/z 545.0728), and D) MSMS spectrum of the m/z
283.0930 fragment ion common to the three outovirin compounds. The sodium adduct
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of outovirin B is observed at m/z 535.0835 in B.
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Figure S2 500 MHz H spectra of outovirin A (1), outovirin B (2), and outovirin C (3) in
CD30D.
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Figure S3 500 MHz H-'H COSY-45 spectrum of outovirin B (2) in CD3zOD.
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Figure S4 500 MHz *H-'H NOESY spectrum of outovirin B (2) in CDsOD. Red indicates
positive signal intensity and green indicates negative signal intensity.
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Figure S5 500 MHz *H-13C HSQC spectrum of outovirin B (2) in CD3sOD.
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Figure S6 500 MHz 'H-13C HMBC spectra of outovirin B (2) in CDsOD. Two independently
acquired spectra are overlaid, as denoted by red and cyan.
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Figure S7 500 MHz H-'H COSY-45 spectrum of outovirin A (1) in CD3OD.
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Figure S8 500 MHz H-13C HSQC spectrum of outovirin A (1) in CD3sOD.
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Figure S9 500 MHz H-13C HMBC spectrum of outovirin A (1) in CDsOD.
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Figure S10 500 MHz H-'H COSY-45 spectrum of outovirin C (3) in CDsOD.
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Figure S11 500 MHz *H-13C HSQC spectrum of outovirin C (3) in CD3sOD.
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Figure S12 500 MHz 'H-13C HMBC spectrum of outovirin C (3) in CDsOD.



Table S1 Chemical shifts (in ppm) of outovirin A (1), outovirin B (2) and outovirin C (3) in
CD30D (exp) and ab initio simulations (calc)

(1) 13C (D 1H (2) 13C (2) 1H (3)13C (3)1H
exp calc exp calc |exp calc exp calc |[exp calc exp calc

166.1 162.8 166.8 163.5 164.5 163.2
657 683|453 384 676 699|454 409 671 675|468 4.77
168.8 167.0 166.1 1651 163.4 160.2
66.8 755 69.1 776 76.7 791
286 326 315 346 359 371
261 272 225 242 220 217
221 233 237 248 274 265
708 746 717 747 726 755
750 777442 A77| 749 780|437 475| 745 786|437 4.69
130.5 130.6 | 568 5931304 130.3|5.61 5961301 1294|561 5.88
128.0 1281|565 5951279 1288 |5.64 6.00 (1274 129.7|5.61 5.89
10| 653 687|448 490| 656 691|452 483| 659 683|451 461
11| 867 904408 400| 873 893|408 400| 878 892|412 384
12| 493 566|557 573| 419 505|467 483| 563 703|553 537

©Coo~NOOUITUOolhs~, WN -
o

1311151 1137 1164 1153 1178 1164
1411482 1483 1479 1492 1472 146.2
15| 136.2 1345 136.4 1349 136.1 1335
16 | 1534 152.8 153.8 1534 153.5 15138

1711024 1003|649 6.38|103.3 1010|655 6.50|102.7 1015 |6.53 6.44
181246 1270|737 7.36|1229 1257|737 808|1251 1245|709 7.34
19| 597 584382 401| 601 582|381 400| 59.7 584|382 408
20| 547 533|385 393| 553 53.0|386 393 549 533|386 3.96
N 313 2921320 329| 328 313|312 311] 319 332|326 3.25

RMSD 35 27 34 31 3.7 .20

CMAE 2.7 21 2.6 24 2.3 18




Scheme S1 Outovirin B (2) labeled according to the numbering schemes based on
GliovirinZ2 (A) and Pretrichodermamide A24 (B).
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