Supporting Information

Soudanones A — G; Antifungal Isochromanones from the
Ascomycetous Fungus Cadophora sp. Isolated from an

Iron Mine

Yudi RusmanT, Benjamin W. Heldi, Robert A. Blanchettei, Sergio Wittlin§, Christine E. Salomon'*
Center for Drug Design, University of Minnesota, Minneapolis, Minnesota, 55455, United States
iDepartment of Plant Pathology, University of Minnesota, Saint Paul, Minnesota, 55108, United States

“Swiss Tropical & Public Health Institute, 4002 Basel, Switzerland



Table of Contents

Sl

S2.

S3.

S4.

SS.

S6.

ST.

S8.

SO.

'H NMR spectrum of compound 1 (pseudoanguillosporin A), CD;0D, 600 MHz
'H COSY spectrum of compound 1 (pseudoanguillosporin A), CD;0OD, 600 MHz
HMQC spectrum of compound 1 (pseudoanguillosporin A) , CD;0D, 600 MHz
HMBC spectrum of compound 1 (pseudoanguillosporin A) , CD3;0D, 600 MHz
NOESY spectrum of compound 1 (pseudoanguillosporin A), CD;0D, 600 MHz

CD spectrum of compound 1 (pseudoanguillosporin A) at 750 UM in acetonitrile
HRAPCIMS of compound 1 (pseudoanguillosporin A)

'H NMR spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 600 MHz

'H COSY spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 600 MHz

S10. HMQC spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 600 MHz

S11. HMBC spectrum of compound 2 (pseudoanguillosporin C), CD30D, 600 MHz

S12. NOESY spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 600 MHz

$13. C NMR spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 151 MHz\

S14. CD spectrum of compound 2 (pseudoanguillosporin C) at 1.5 mM in acetonitrile

S15. HRESIMS of compound 2 (pseudoanguillosporin C)



S16.

S17.

S18.

S19.

S20.

S21.

S22.

S23.

S24.

S25.

S26.

S27.

S28.

S29.

S30.

S31.

S32.

'H NMR spectrum of compound 3 (soudanone A), CD;0D, 600 MHz

'H COSY spectrum of compound 3 (soudanone A), CDs0D, 600 MHz
TOCSY spectrum of compound 3 (soudanone A), CD3;0D, 600 MHz
HMQC spectrum of compound 3 (soudanone A), CD;0D, 600 MHz
HMBC spectrum of compound 3 (soudanone A), CD3;0D, 600 MHz

NOESY spectrum of compound 3 (soudanone A), CD;0D, 600 MHz

NOE difference spectrum of compound 3 (soudanone A), CD;0D, 600 MHz
CD spectrum compound 3 (soudanone A) at 350 UM in acetonitrile
HRESIMS of compound 3 (soudanone A)

'H NMR spectrum of compound 4 (soudanone B), CDsOD, 600 MHz
'H COSY spectrum of compound 4 (soudanone B), CD;0D, 600 MHz
HMQC spectrum of compound 4 (soudanone B), CD3;0D, 600 MHz
HMBC spectrum of compound 4 (soudanone B), CD3;0D, 600 MHz

NOE difference spectrum of compound 4 (soudanone B), CD;0D, 600 MHz
NOE difference spectrum of compound 4 (soudanone B), CD;OD, 600 MHz
HRESIMS of compound 4 (soudanone B)

'H NMR spectrum of compound 5 (soudanone C), CDsOD, 600 MHz



S33.

S34.

S35.

S36.

S37.

S38.

S39.

S40.

S41.

S42.

S43.

S44.

S45.

S46.

S47.

S48.

S49.

'H COSY spectrum of compound 5 (soudanone C), CDsOD, 600 MHz
HMQC spectrum of compound 5 (soudanone C), CD3;0D, 600 MHz
HMBC spectrum of compound 5 (soudanone C), CDs0D, 600 MHz

HRESIMS compound 5 (soudanone C)

'H NMR spectrum of compound 6 (soudanone D), CD;0D, 600 MHz
'H COSY spectrum of compound 6 (soudanone D), CD;0D, 600 MHz
HMQC spectrum of compound 6 (soudanone D), CD3;0D, 600 MHz
HMBC spectrum of compound 6 (soudanone D), CD3;0D, 600 MHz
NOESY spectrum of compound 6 (soudanone D), CD3;0D, 600 MHz

HRESIMS of compound 6 (soudanone D)

'H NMR spectrum of compound 7 (soudanone E), CD;0D, 600 MHz

'H COSY spectrum of compound 7 (soudanone E), CD;0OD, 600 MHz
HMQC spectrum of compound 7 (soudanone E), CD;0D, 600 MHz

HMBC spectrum of compound 7 (soudanone E), CD3;0D, 600 MHz

NOE difference spectrum of compound 7 (soudanone E), CD3;0D, 600 MHz

NOE difference spectrum of compound 7 (soudanone E), CD;0D, 600 MHz

HRESIMS of compound 7 (soudanone E)



S50. *H NMR spectrum of compound 8 (soudanone F), CD;0D, 600 MHz
S51. *H COSY spectrum of compound 8 (soudanone F), CD;0D, 600 MHz
S52. HMQC spectrum of compound 8 (soudanone F), CD;0D, 600 MHz
S53. HMBC spectrum of compound 8 (soudanone F), CD3;0D, 600 MHz
S54. NOESY spectrum of compound 8 (soudanone F), CD3;0D, 600 MHz

S55. HRESIMS of compound 8 (soudanone F)

S56. *H NMR spectrum of compound 9 (soudanone G), CDsOD, 600 MHz
S57. 'H COSY spectrum of compound 9 (soudanone G), CD;0D, 600 MHz
S58. HMQC spectrum of compound 9 (soudanone G), CD3;0D, 600 MHz
S59. HMBC spectrum of compound 9 (soudanone G), CD;0D, 600 MHz
S60. TOCSY spectrum of compound 9 (soudanone G), CD;0D, 600 MHz

S61. NOE difference spectrum of compound 9 (soudanone G), CD;0D, 600 MHz
S62. HRESIMS of compound 9 (soudanone G)

S63. Phylogenetic tree of Cadophora sp. isolate 10-5-2m



S1. 'H NMR spectrum of compound 1 (pseudoanguillosporin A), CDs0D, 600 MHz

HO
y 0
OH
/f
| | :
Jti JJ o ;j“\,k

3.0 2.5 2.0 1.5 1.0 ppn

F1
(ppm)

1.0

Fz (ppm)

3.0

o o
.
a
o
1.5 1.0




S3. HMQC spectrum of compound 1 (pseudoanguillosporin A) , CD3;0D, 600 MHz
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S5. NOESY spectrum of compound 1 (pseudoanguillosporin A), CD;0D, 600 MHz
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S6. CD spectrum of compound 1 (pseudoanguillosporin A) at 750 UM in acetonitrile
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S7. HRAPCIMS of compound 1 (pseudoanguillosporin A)
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S8. 'H NMR spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 600 MHz
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S9. 'H COSY spectrum of compound 2 (pseudoanguillosporin C), CD;0OD, 600 MHz
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S10. HMQC spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 600 MHz
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S11. HMBC spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 600 MHz
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S12. NOESY spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 600 MHz
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$13. *C NMR spectrum of compound 2 (pseudoanguillosporin C), CD;0D, 151 MHz
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S15. HRESIMS of compound 2 (pseudoanguillosporin C)
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$16. *H NMR spectrum of compound 3 (soudanone A), CD;0D, 600 MHz
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S17. 'H COSY spectrum of compound 3 (soudanone A), CD;0D, 600 MHz
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S18. TOCSY spectrum of compound 3 (soudanone A), CD;0D, 600 MHz
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S19. HMQC spectrum of compound 3 (soudanone A), CD3;0D, 600 MHz
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S20. HMBC spectrum of compound 3 (soudanone A), CD3;0D, 600 MHz
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S21. NOE difference spectrum of compound 3 (soudanone A), CD;0D, 600 MHz
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S22. NOE difference spectrum of compound 3 (soudanone A), CD;0D, 600 MHz
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S23. CD spectrum of compound 3 (soudanone A) at 350 UM in acetonitrile
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S24. HRESIMS of compound 3 (soudanone A)
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$25. 'H NMR spectrum of compound 4 (soudanone B), CD;0D, 600 MHz
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$26. 'H COSY spectrum of compound 4 (soudanone B), CDs;OD, 600 MHz
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S27. HMQC spectrum of compound 4 (soudanone B), CD;0D, 600 MHz
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S28. HMBC spectrum of compound 4 (soudanone B), CD3;0OD, 600 MHz
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S29. NOE difference spectrum of compound 4 (soudanone B), CD;0D, 600 MHz

S30. NOE difference spectrum of compound 4 (soudanone B), CD;OD, 600 MHz
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S31. HRESIMS of compound 4 (soudanone B)
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$32. 'H NMR spectrum of compound 5 (soudanone C), CD;0D, 600 MHz
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$33. 'H COSY spectrum of compound 5 (soudanone C), CD;0D, 600 MHz
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S34. HMQC spectrum of compound 5 (soudanone C), CD3;0D, 600 MHz
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S35. HMBC spectrum of compound 5 (soudanone C), CDs;0OD, 600 MHz
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$37. *H NMR spectrum of compound 6 (soudanone D), CDsOD, 600 MHz
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$38. 'H COSY spectrum of compound 6 (soudanone D), CD;OD, 600 MHz
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S39. HMQC spectrum of compound 6 (soudanone D), CD3;0D, 600 MHz
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S41. NOESY spectrum of compound 6 (soudanone D), CD;0D, 600 MHz
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S42. HRESIMS spectrum of compound 6 (soudanone D)
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S43. *H NMR spectrum of compound 7 (soudanone E), CDs;OD, 600 MHz
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S44.*H COSY spectrum of compound 7 (soudanone E), CD;0OD, 600 MHz
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S45. HMQC spectrum of compound 7 (soudanone E), CD3;0OD, 600 MHz
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S46. HMBC spectrum of compound 7 (soudanone E), CD3;0D, 600 MHz
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S47. NOE difference spectrum of compound 7 (soudanone E), CD;0D, 600 MHz

| ‘me b ! ki 1
Ll

I as' 5.0 5l 5.0 |1 4.5 | aloll

E

Ll ] i 1 I i | | ‘ ’ ‘:‘ l ‘ ‘
] ' | | | Wl l [, | W AR ‘Il 1l
! Il il 1M “ 1 “H ‘| | i i ki R ) :“
;u[iLi(Ll |‘H‘\“.I.Ilulll‘Im;Nwlvli‘L“i.J.“mI JM.“IJM..IIM‘JJM‘JMML.\ Ll lih.m]hl&lmm. ‘l I U \ 4\||‘|.l!11uluwl.m‘ﬂrhmIIU‘MIMﬂ ILI il Ml.“lﬁn.“ [l o MJ il I |
W5 11| l

3Tt 2 s P 1ls "1 lopm

S48. NOE difference spectrum of compound 7 (soudanone E), CDs;0D, 600 MHz




S49. HRESIMS of compound 7 (soudanone E)
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S50. *H NMR spectrum of compound 8 (soudanone F), CD;0D, 600 MHz
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S51. *H COSY spectrum of compound 8 (soudanone F), CDsOD, 600 MHz
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S52. HMQC spectrum of compound 8 (soudanone F), CD3;0D, 600 MHz
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S53. HMBC spectrum of compound 8 (soudanone F), CD;0D, 600 MHz
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S54. NOESY spectrum of compound 8 (soudanone F), CD;0D, 600 MHz
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S55. HRESIMS of compound 8 (soudanone F)
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$56. *H NMR spectrum of compound 9 (soudanone G), CD;0D, 600 MHz
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S57. *H COSY spectrum of compound 9 (soudanone G), CD;0D, 600 MHz
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S59. HMBC spectrum of compound 9 (soudanone G), CD;0D, 600 MHz
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S60. TOCSY spectrum of compound 9 (soudanone G), CD;0D, 600 MHz
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S61. NOE difference spectrum of compound 9 (soudanone G), CD;0D, 600 MHz
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S62. HRESIMS of compound 9 (soudanone G)
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Peziza phyllogena AY789329

Collophora hispanica JN808839

Xenopolyscytalum pinea HQ59958...

0.84 ——— Cadophora finlandia AY249074
C luteo olivacea AY249066
0.96
1
C malorum AY249064

C novi eboraci KM497034

p.98

— C orientoamericana KM497012

r C spadicis KM497029

10-5-2m KP708756
0 87{
C fastigiata AY249073

02

S63. Phylogenetic tree constructed using Bayesian analysis of the ITS region of rDNA which shows the
isolate used in this study (10-5-2m in bold) as compared to other Cadophora species. The most closely
described species to isolate #10-5-2m is Cadophora fastigiata. Bayesian posterior probabilities >0.70
are displayed above branch nodes.



