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Table S1. Antifungal activities of acremonpeptide E, acremonpeptides F and their chelates

(1-8)
Compounds/MIC (pnM)
Strains 1 2 3 4 5 6 7 8 Amphotericin B
A. fumigatus ATCC204305 1.0 10.0  >30.0 10.0 1.0 >300 1.0 1.0 1.0
A. niger ATCC16404 30 300 >300 300 30 >300 10 3.0 1.0
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Figure S1. Chemical structures of the previously reported derivatives of ASP2397 isolated

from Acremonium persicinum
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Figure S2. Elemental analysis of compound 1 by X-ray fluorescence (XRF).
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Figure S4. '°C spectrum of Al (IIT)-acremonpeptide E (1) in DMSO-ds (150 MHz).
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Figure S5. DEPT135 spectrum of Al (IIT)-acremonpeptide E (1) in DMSO-ds (150 MHz).
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Figure S6. TOCSY spectrum of Al (Il)-acremonpeptide E (1) in DMSO-ds
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Figure S7. HSQC spectrum of Al (Il)-acremonpeptide E (1) in DMSO-ds
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Figure S8. HMBC spectrum of Al (IIl)-acremonpeptide E (1) in DMSO-ds
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Figure S9. HRESIMS data of Al (III)-acremonpeptide E (1)
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Figure S10. HRESIMS/MS fragmentation ions of Al (III)-acremonpeptide E (1)
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Figure S11. Mass chromatograms of the L-FDLA derivatives of standard amino acids

and amino acids from Al (Ill)-acremonpeptide E (1)
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Figure S12. UV spectrum of Al (Ill)-acremonpeptide E (1) in MeOH.
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Figure S13. IR spectrum of Al (IlI)-acremonpeptide E (1).
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Figure S14. 'H spectrum of acremonpeptide E (2) in DMSO-ds (600 MHz).
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Figure S15. 13C spectrum of acremonpeptide E (2) in DMSO-ds (150 MHz).
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Figure S16. DEPT135 spectrum of acremonpeptide E (2) in DMSO-ds (150 MHz).
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Figure S17. TOCSY spectrum of acremonpeptide E (2) in DMSO-ds.
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Figure S18. HSQC spectrum of acremonpeptide E (2) in DMSO-db.
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Figure S19. HMBC spectrum of acremonpeptide E (2) in DMSO-ds.
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Figure S20. HRESIMS data of acremonpeptide E (2).
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Figure S21. HRESIMS/MS fragmentation ions of acremonpeptide E (2)
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Figure S22. Mass chromatograms of the L-FDLA derivatives of standard amino acids

and amino acids from acremonpeptide E (2)
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Figure S23. UV spectrum of acremonpeptide E (2) in MeOH.
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Figure S24. IR spectrum of acremonpeptide E (2).
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Figure S27. HRESIMS data of Fe (III)-acremonpeptide E (3).
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Figure S28. HRESIMS/MS fragmentation ions of Fe (III)-acremonpeptide E (3).
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Figure S29. UV spectrum of Fe (III)-acremonpeptide E (3) in MeOH.
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Figure S32. 1°C spectrum of acremonpeptide F (4) in DMSO-ds (150 MHz).
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Figure S33. DEPT135 spectrum of acremonpeptide F (4) in DMSO-ds (150 MHz).
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Figure S34. TOCSY spectrum of acremonpeptide F (4) in DMSO-ds.
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Figure S35. HSQC spectrum of acremonpeptide F (4) in DMSO-ds.

_AJJM&J\

5ep14-2016-LIZHIYONG-LYX
HEC DM30 298K F10-3

i

e
L] ‘ U] H A
L ' s'-w-u%
L] rﬂﬂ' "1 ‘| ‘i‘ I‘ltd M ,‘ i
] *l [] L ..I
CEETS ety o !
. i .r--x,.d' |
(] 1 LI ER I T LE-NE S ..
[T ) |
]
‘ I
] ob
] o0 "
. [
a0
‘ .
oo 4 REE e Tia doow
! '
i
!
|
T T T T T T T T r T T T T T T T T T T T
s no 8% 80 85 4D 78 0T 65 60 55 50 4% 4D 35 30 IF 0 1% 1 05 00
2 (ppea)

Figure S36. HMBC spectrum of acremonpeptide F (4) in DMSO-ds.
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Figure S37. HRESIMS data of acremonpeptide F (4).
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Figure S38. HRESIMS/MS fragmentation ions of acremonpeptide F (4).
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Figure S39. Mass chromatograms of the L-FDLA derivatives of standard amino acids

and amino acids from acremonpeptide F (4).
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Figure S40. UV spectrum of acremonpeptide F (4) in MeOH.
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Figure S43. 13C spectrum of Al (III)-acremonpeptide F (5) in DMSO-ds (150 MHz).

50

200

150

10D

[5ETh
268 )
107 9k
91
GBI 2]
BOIEZ|
£8E'EL 7
Bir

056GE—

19747
il
B8y B+
Ve 75
81825
19Y E5”
Boes
008 584
L8]
RIS

13C DEPT135 DMSO 29

oo

1

 foem)

Figure S44. DEPT135 spectrum of Al (III)-acremonpeptide F (5) in DMSO-ds (150 MHz).

25



__.__J_A_LA_JA_J__LLM_M A MMUU{_;_
Jun16-2014-1yx .
J tocsy DMSO 298K lyx—f10-8 ! .
|
o s At
0 YR 1 ;u%’ﬁgl
' : [RI T ] okt v |
— SR S I
? . ] @ ,.1 B
-% a ' 0 vy & ! . ‘e :
3 , . ! ' " ' oﬂ’;.nr’ : ; ; e, 1
[ 0 "1 |
J ' [ ]
. |
- L L]
= o '
_.= L]
~ 4 [}
- ] ] °
9 ° L]

T T T T T T T T T T T T T T T T T T T T T T
05 w0 95 90 85 g0 73 Tl 65 6D 55 5D 45 4D 33 15 20 1.5 10 05 0D 05
2 (ppm)

Figure S45. TOCSY spectrum of Al (III)-acremonpeptide F (5) in DMSO-ds.
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Figure S46. HSQC spectrum of Al (Il)-acremonpeptide F (5) in DMSO-d.
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Figure S47. HMBC spectrum of Al (III)-acremonpeptide F (5) in DMSO-ds.
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Figure S48. HRESIMS data of Al (IlI)-acremonpeptide F (5).
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Figure S51. HRESIMS data of Fe (III)-acremonpeptide F (6).
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Figure S52. UV spectrum of Fe (I1I)-acremonpeptide F (6) in MeOH.
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Figure S55. 13C spectrum of Ga (III)-acremonpeptide E (7) in DMSO-ds (150 MHz).

JunZY=2U015-11¥10X10 — on - _ U = _ c - 500
13C DEPT135 DMSO %9%%0—14}& §§EE§§§§§§§ §§§%§§Em
P LD UD o Dt S 5F o o 0o oA caca g 222 e
Sl T E———— e e L
1200
Hio
Lono
=i
Hi00
L
LE00
r500
" H400
th 300
N I Femn
i
‘ 100
T
' re il
-
~-400
F-500
600
Lm0

i (o)
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Figure S58. HSQC spectrum of Ga (Il)-acremonpeptide E (7) in DMSO-ds.
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Figure S59. HMBC spectrum of Ga (III)-acremonpeptide E (7) in DMSO-db.
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Figure S60. HRESIMS data of Ga (III)-acremonpeptide E (7).
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Figure S62. IR spectrum of Ga (III)-acremonpeptide E (7).
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Figure S66. TOCSY spectrum of Ga (IIl)-acremonpeptide F (8) in DMSO-db.
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Figure S67. HSQC spectrum of Ga (I1l)-acremonpeptide F (8) in DMSO-ds.
B U_le S . T NN
Jun29-2018-1liyinxin 0 i
BBC DMSO 298K F10-3-Ga A 0

" Ho

4 ' L , b .
s S ‘ ﬂ poo I ga_a”?wh ”
SR ! ) ! L o T} L
e ok u;‘i ra
0 by ] 1 : “u {} ’ 0 ] o
., ! ! o
‘; 51
' X ]
i Hioo
1 ' ! il
} ? s Lizn
E ' e&‘ 6! HiE
.' ' ] o .0 v‘h Fi40
' ) o 150
. . a ! g ! 160
] i St i 0 D“p ' [ 4 HI
\ 0 " I Lo
‘ g Hao
: ! : L
: . : . : . : . : . . : . : ' . i‘ . : . i

[LR-— 1) 85 80 85 80 15 70 B35 6.0 55 50 45 40 35 30 15 i1} 15 10 05 0o
2 (ppen)

Figure S68. HMBC spectrum of Ga (IlI)-acremonpeptide F (8) in DMSO-ds.
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Figure S69. HRESIMS data of Ga (III)-acremonpeptide F (8).
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Figure S70. UV spectrum of Ga (III)-acremonpeptide F (8) in MeOH.
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Figure S72. 'H spectrum of aselacin D (9) in DMSO-ds (600 MHz).
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Figure S73. 13C spectrum of aselacin D (9) in DMSO-ds (150 MHz).
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Figure S74. DEPT135 spectrum of aselacin D (9) in DMSO-ds (150 MHz).
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Figure S77. HMBC spectrum of aselacin D (9) in DMSO-ds
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Figure S78. HRESIMS data of aselacin D (9)
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43

Figure S79. Mass chromatograms of the L-FDLA derivatives of standard amino acids



Absorbance (A)

0.18
0.16—-
0.14—-
0.12—-
0.10—-
0,08-
0.06—-
0.04
0.02—-

0.00 4

F10-E

-0.02
200

T J T J T
300 400 500
A (nm)

600

Figure S80. UV spectrum of aselacin D (9) in MeOH.
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Figure S81. IR spectrum of aselacin D (9).
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