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Table S1. NCBI blastn results for the ITS sequence of Sigrf05 (Accession No. KT369815.1)

Description Max Total Query E Per. Accession
Score Score cover Value Ident

Pleosporales sp. LH70 1061 1160 99% 0 99.83 HQ832808.1

Pleosporales sp. 1061 1160 99% 0 99.83 JQ809679.1

YF04U3

Pleosporales sp. 1050 1149 98% 0 100 KT369813.1

Sigrf03

Pleosporales sp. C1 1029 1112 95% 0 99.82 LC168756.1

Pleosporales sp. p47 1014 1095 93% 0 100 LC169795.1

Pleosporales sp. d75 1005 1076 91% 0 100 LC169832.1

Setophoma sp. 1000 1084 97% 0 98.93 KP050652.1

HD-2014 isolate DO97

Pleosporales sp. pl103 992 992 85% 0 99.82 LC169822.1

Setophoma 939 939 80% 100 NR 164602.

yingyisheniae CGMCC |

3.19527

Setophoma sp. 939 939 80% 0 100 MKS511912.1

FL-2019d isolate

LF1420

Uncultured fungus 935 935 91% 0 95.35 GQ999533.1

clone

LX042399-122-056-B0

7

Setophoma sp. 933 933 80% 0 99.8 MKS511942.1

FL-2019d isolate

LF556

Setophoma sp. 933 933 80% 0 99.8 MKS511939.1

FL-2019d isolate

LF448

Setophoma sp. 933 933 80% 0 99.8 MKS511937.1

FL-2019d isolate

LF407

Setophoma sp. 933 933 80% 0 99.8 MKS511929.1

FL-2019d isolate

LF341

Fungal endophyte 915 915 80% 0 99.02 JQ846051.1

i1solate 5470

S3



(7R, 85)-2a, 94.6% (7R, 85)-2b, 5.3 %

Figure S1. Optimized geometries of the predominant conformers for (7R, 8S)-2 at the

B3LYP/6-31G(d) level in the gas phase.
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Figure S2. Calculated ECD spectra for (7R,85)-2a, (7R,8S)-2b, and the Boltzmann-averaged

spectrum.
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(7S, 8S)-3a, 24.7% (7S, 8S)-3b, 75.2%

Figure S3. Optimized geometries of the predominant conformers for (7S, 8S)-3 at the

B3LYP/6-31G(d) level in the gas phase.

2 = exp. for 3
isd e (7S,89)-3a
P (7S,85)-3b

Boltzmann-averaged (7S,85)-3

Wavelength (nm)

Figure S4. Calculated ECD spectra for (7S5,85)-3a, (7S,85)-3b, and the Boltzmann-averaged
spectrum.
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Figure S5. Optimized geometries of the predominant conformers for 4 at the B3LYP/6-31G(d)

level in the gas phase.
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Figure S6. ECD spectra of 5 and 6.

S6




NMR, HRESIMS, and CD spectra of 1
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13C NMR spectrum of 1 (CD;0D, 100MHz).
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x10 2 |Cpd 1:: +ESI Scan (4.357 min) Frag=175.0V L37-4 POS04.d Subtract
1 239.0914
M)+
0.8
06
0.4
o2 499.1580
“ (@M+Na)+ 535 4557
0 \ [ | @MeK)+H20]

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600
Counts (%) vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z Diff(ppm) z  Abund Formula lon
239.0914 239.0914 004 1 988227.8 C12H1505 (M+H)*
499.1580 499.1575 104 1 124132.2 C24H28NaO10 (2M+Na)*

HRESIMS spectrum of 1.
L 7
5
Mol. CD

Wavelength [nm]

Date/Time 2001-1-8 17:10

Operator by

File Name emcry23

Sample Name L37-4 0.25 mgmi MeOH

Comment L37-4 0.25 mgmi MeOH

No. nm Mol. CO No.  nm Mol. CD No. nm Mol CO
1 328 0.252081 2 270 -0.135631 3 250 0.60833
4 22 -10.1709 5 220 221714 6 218 2.0220%
7 210 522916

CD spectrum of 1 (CH30OH).
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NMR, HRESIMS, and CD spectra of 2.
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"H NMR spectrum of 2 (CDCls, 400MHz).
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13C NMR spectrum of 2 (CDCls, 100MHz).
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HMBC spectrum of 2 (CDCly).

x10 2 |Cpd 1:: +ESI Scan (2.470 min) Frag=175.0V L37-5a POS02.d Subtract
i 225.0757
(M+H)+
0.8
0.6
0.41 471.1261
0.2. (2M+Na)+ 693.1024
(3M+K)+[-H20]
0L || l L | | l 1

200 250 300 350 400 450 500 550 600 650 700
Counts (%) vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z Diff(ppm) z Abund Formula lon
225.0757 225.0757 -028 1 7143818 C11H1305 (M+H)+
247.0578 247.0577 04 1 772448 C11H12NaO5 (M+Na)+
471.1261 471.1262 -019 1 98268.8 C22H24NaO10 (2M+Na)+

HRESIMS spectrum of 2.
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S| e
08
DatefTime 2001-1-8 17:33
Operator
File Name Memorny@3
Sampi=s Name 137-6a 0.25 mg/m! MeOH
137-5a 0.25 mg/mi MeOH
No. nm Mol CD No. nm Mol CD No. nm Mol CO
T2y -0.0770423 2 314 00810832 3 289 0.158933
258 -0.383917 5 237 00102058 8 223 -0.524079

CD spectrum of 2 (CH3;OH).
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NMR, HRESIMS, and CD spectra of 3.
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13C NMR spectrum of 3 (CDCls, 100MHz).
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x10 2 |Cpd 1:: +ESI Scan (2.428 min) Frag=175.0V L37-5b POS02.d Subtract
1 225.0758
(M+H)+
0.8
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471.1263
0.2 (2M+Na)+
693.1927
0 il | L L lasand L (3M+K)+[_HZO]
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Counts (%) vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z Diff(ppm) z  Abund Formula lon
225.0758 225.0757 028 1 768202.1 C11H1305 (M+H)+
247.0579 247.0577 096 1 86776.8 C11H12NaO5 (M+Na)+
471.1263 471.1262 038 1 111611.3 C22H24Na010 (2M+Na)+

HRESIMS spectrum of 3.
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Date'Time 2001-1-8 1736
Operatcr by
File Name Memory#4
Samgle Name 137-50 0.25 mg/mi MeOH
Comment 137-50 0.25 mg/m| MeOH
No. nm Mol. CD No. nm Mol. CD No. nm Mol. CD
1 285 -0.326513 2 258 -0.631511 3 240 0.00842195
4 215 -1.01857
CD spectrum of 3 (CH3OH).
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NMR, HRESIMS, and CD spectra of 4.
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13C NMR spectrum of 4 (CDCls, 100MHz).
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HMBC spectrum of 4 (CDCly).

x10 2 |Cpd 1:: +ESI Scan (2.424 min) Frag=175.0V L37-6 POS04.d Subtract
i 229.1065
(MHH)+
0.8
0.6
0.4
479.1877
0.2 (2M+Na)+
oL | L |

200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700
Counts (%) vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z Diff(ppm) z Abund Formula lon
229.1065 229.1071 257 1 651402.5 C11H1705 (M+H)+
251.0885 251.089 2 1 41712.8 C11H16NaO5 (M+Na)+
479.1877 479.1888 2271 1 15476.9 C22H32NaO10 (2M+Na)+

HRESIMS spectrum of 4 (CDCI3).
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CD spectrum of 4 (CHsOH).
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NMR, HRESIMS, and CD spectra of 5.
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h917
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Cpd 1: : +ESI Scan (2.376-2.392 min, 2 Scans) Frag=175.0V L37-8 POS02.d Subtract

559.1793
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537.1983
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MS Spectrum Peak List

& L 1 L -
240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580
Counts (%) vs. Mass-to-Charge (m/z)

m/z Calc m/z Diff(ppm) z Abund Formula lon
251.0917 251.0914 116 1 4127111 C13H1505 (M+H)+[-H20]
269.1025 269.102 193 1 31363.3 C13H1706 (M+H)+
291.0842 291.0839 101 1 346023.3 C13H16NaO6 (M+Na)+
537.1983 537.1967 301 1 2765.8 C26H33012 (2M+H)+
559.1793 559.1786 128 1 1415519 C26H32NaO12 (2M+Na)+

HRESIMS spectrum of 5.
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Comment
No. nm Mol. CD No. nm Mol. CD No. nm Mol. CD
1 29 -0.755601 2 261 -0.373736 3 235 -1.31544
4 217 1.32334 5 209 1.01318 8 204 1.13427
CD spectrum of 5 (MeOH).
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