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Elemental Composition Report

Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

849 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 O:0-100

0154-78-67-5-5

20191216009 172 (1.388) 1: TOF MS ES+

1.45e+006
100 833.5206
834.5233
% 381.2429
399.2544
815.5095 |835.5264
690.5356797.4990, 836.5302 1069.1140 1249 7751 1303.6826 1485.37%2
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500

Minimum: 1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula

417.2645  417.2641 0.4 1.0 7.5 384.9  0.219 80.36  C25 H37 05
417. 2654 0.9 -2.2 125 386.4 1.628 19.64 C26 H33 N4 O

Fig. S1 HR ESI-Q-TOF-MS spectrum of compound 1
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Fig. S3 IR spectrum of compound 1
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Fig. S4 *H-NMR spectrum of compound 1 (in CD;0D)
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Fig. S10 ROESY spectrum of compound 1 (in CD30D).

Elemental Composition Report

Single Mass Analysis

Page 1

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

728 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 0:0-100

0154-6-9-2-7
20191202054 291 (2.345)

100 200 300
Minimum:
Max imum: 5.0
Mass Calc. Mass mDa
383. 2595 383. 2686 0.9

383.2595

1: TOF MS ES+
1.80e+006

68,4704 0885197 7655096  850.7296 1055.7377 1165.79611206.7035 13090.8735 -
500 600 700 800 900 1000 1100 1200 1300 1400 1500

=1.5
50.0

DBE i-FIT Norm Conf(%) Formula
8.5 752.1 n/a n/a €25 H35 03

Fig. S11 HR ESI-Q-TOF-MS spectrum of compound 2
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =5.0mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

89 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 ©:0-200

01547882
20191104042 255 (2.053) 1: TOF MS ES+
9.83¢+005

o0 399

%] 381

363
1400 797
] 273295 A1 t;gg
o 195,108 201213737033 484 517 B4e0s 673 743 | 801844916 1004.1026 1050 118211961213 w4
U VA RN Wt DR 1 S i M £ . M B0 G VO N P R A S, .

100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500

Minimum: -1.5
Maximum: 5.0 10.0  50.0
Mass Calc. Mass mDa  PPM  DBE i-FIT Norm Conf(%) Formula

399.2537  399.2535 0.2 0.5 85 599.0 n/a n/a €25 135 04

Fig. S21 HR ESI-Q-TOF-MS spectrum of compound 3
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Fig. S30 ROESY spectrum of compound 3 (in CD30D).

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

2369 formula(e) evaluated with 7 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 ©O:0-100

0154-78-8-4

20191104041 255 (2.053) 1: TOF MS ES+
5.14e+005

367.2646

1

1083.7797 12078381 12637571 4457 4375 \
miz
100 200 = 300 = 400 500 600 700 800 900 ~ 1000 = 1100 = 1200 = 1300 = 1400 = 1500

Minimmm: -1.5

Maximm: 5.0 5.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

805. 5614  BO5. 5605 0.9 1.1 18.5 417.0 1.874 15.35 47 H69 N1O 02
805. 5592 2.2 2.7 13.5 415.3 0.199 81.97 C46 H73 N6 06
805. 5618 -0.4 -0.5 12,5 418.9 3.819 Z2.19 C50 HTT 08
805. 5578 3.6 4.5 8.5 420.5 5.399 0.45 C45 HTT N2 010
805, 5650 -3.6 -4.5 4.5 424,295,084 0.01 C39 H77T N6 011
805. 5610 0.4 0.5 0.5 424.7  9.620 0.01 C34 HTT N8 013
805. 5637 -2.3 -2 -0.5 423.8 8753 0.02 C38 HBL N2 015

Fig. S31 HR ESI-Q-TOF-MS spectrum of compound 4
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =5.0 PPM |/ DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

4513 formula(e) evaluated with 11 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-50 H:0-200 N:0-20 ©O:0-100

0154-78-8-5
20191104039 256 (2.061) 1: TOF MS ES+
1.29e+005
1 806
807
%
808
o 795 796 17 798708798 799 799 800 801 801.802°°% 803803 804 B0% g0 80D | 806 | BOT | gog 809899810 810 811 81 miz
L B e o e o o LA o i e o e o e A ML I e B o i o o e i
796.0 798.0 800.0 802.0 B804.0 B806.0 808.0 810.0

Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT orm

Conf (%) Formula

886 0.04 €35 H73 N12 09
842 0.79 C50 H77 08

0. 02 €34 HTT N8 013

805. 5621  805. 5623 -0.2 -0.2 5.5 343.
805. 5618 0.3 0.4 12.5 340
805. 5610 1.1 1.4 0.5 344

— 0 =1 00 s =1
-
=}
@

805, 5637 L6 -2.0 10.5 343 49 0. 04 €36 HG69 N16 05
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Fig. S42 UV spectrum of compound 5
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Fig. S46 DEPT135 spectrum of compound 5 (in CD30D)
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Fig. S47 *H-'H COSY spectrum of compound 5 (in CD;0D)
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Fig. S49 HMBC spectrum of compound 5 (in CD30D).
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Fig. S51 Cultural and microscopic morphology of strain WHUOQ154

a. Cultural characteristics (7 days, front) of strain WHUF0154 on a Potato Dextrose
Agar medium at 28 °C. The diameter of the colony is 60~65mm. The front of the
colony is white, velvety texture, no exudate, and the center of the colony turns light
brown-gray when grow old. The reverse side of the colony is gray.

b. The conidiogenous structures of strain WHUO0154 (400%). The conidiophore
originates from aerial hyphae, with a diameter of 3.8-5 um, smooth, and the top is
slightly enlarged to form a flask-shaped vesicle with a diameter of 7.5-8.8 pum. The
upper part to 3/4 of the surface is fertile; the sporulation structure is double-layered,
the stem base is 3-4>2-3um; the bottle stem is 6-7>3-4um; the conidia are spherical,
with a diameter of 2-3um, smooth.
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