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Figure S1: 'H NMR spectrum of aspergilpeptide A (1) in CD;0D
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Figure S2: °C NMR spectrum of aspergilpeptide A (1) in CD3;0D
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Figure S3: HSQC spectrum of aspergilpeptide A (1) in CD;0D
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Figure S4: HMBC spectrum of aspergilpeptide A (1) in CD;0D
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Figure S5: '"H-'"H COSY spectrum of aspergilpeptide A (1) in CD;0D
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Figure S6: HRESIMS spectrum of aspergilpeptide A (1)
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Figure S7: The UV spectrum of aspergilpeptide A (1)
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Rudolph Research Analytical

This sample was measured on an Autopol VI, Serial #91058
Manufactured by Rudolph Research Analytical, Hackettstown, NJ, USA.

Measurement Date : Sunday, 09-JUN-2019
Set Temperature - OFF
Time Delay : Disabled

Delay between Measurement : Disabled

n Average Std.Dev. % RSD Maximum Minimum

5 62.01 016 025 6183 6224

S.No Sample D Time Result Scale OR‘°Arc WLG.nm Lg.mm Conc.g/100ml Temp.
1 cyj-40 11:13:07 AM -61.90 SR -0.2600 589 10000 0420 27.2

2 cyj-40 11:13:16 AM -62.00 SR -0.2604 580 100.00 0420 27.2

3 cyj-40 11:13:23 AM -61.83 SR -0.2597 589 10000 0420 273

4 cyj-40 11:13:32 AM -62.24 SR -0.2614 580 100.00 0420 27.3

5 cyj-40 11:13:40 AM -62.07 SR -0.2607 589 10000 0420 273

Figure S8: The optical rotation spectrum of aspergilpeptide A (1)
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>qmj_ITS1_Y90709001_E11
TTTTTAATGGCGGGCTGCTCGGGCGCCAACCTCCCACCCGTGACTACCTAACACTGTTGCTTCGGCGGGGAGCCCTCTCGGGGGCGA
GCCGCCGGGGACTACTGAACTTCATGCCTGAGAGTGATGCAGTCTGAGTCTGAATATAAAATCAGTCAAAACTTTCAACAATGGATCT
CTTGGTTCCGGCATCGATGAAGAACGCAGCGAACTGCGATAAGTAATGTGAATTGCAGAATTCAGTGAATCATCGAGTCTTTGAACGC
ACATTGCGCCCCCTGGCATTCCGGGGGGCATGCCTGTCCGAGCGTCATTGCTGCCCATCAAGCCCGGCTTGTGTGTTGGGTCGTCGTC
CCCCCCGGGGGACGGGCCCGAAAGGCAGCGGCGGCACCGTGTCCGGTCCTCGAGCGTATGGGGCTTTGTCACCCGCTCGATTTAGGG
CCGGCCGGGCGCCAGCCGACGTCCAACCATTTTTCTTCAGGTTGACCTCGGATCAGGTAGGGATACCCGCTGAACTTAAGCATATCAA
TAAGCGGAGGA>qmj_ITS4_Y90709002_E12 (Reverse + Complement)

Aspergillus versicolor strain MF22122 small subunit ribosomal RNA gene, partial sequence; intemal transcribed spacer 1, 5.8S ribosomal
RNA gene, and intemal transcribed spacer 2, complete sequence; and large subunit ibosomal RNA gene, partial sequence

Seguence ID: MH911364.1 Length: 570 Number of Matches: 1
Range 1 1 to 569

Score Expect Identities Gaps Strand Frame
1051 bits(569) 0.0() 569/569(100%) 0/569(0%) Plus/Plus
Features:

Query 1 CTTCCGTAGGTGAACCTGCGGAAGGATCATTACTGAGTGCGGGCTGCCTCCGEECGC0CA 60
Shiet 1 CTTCCGTAGGTGAACCTGCGGAAGGATCATTACTGAGTGCGGGCTGCCTCCHGECGCCCA 60
Querr 61  ACCTCCCACCCGTGACTACCTAACACTGTTGCTTCGGCGGGGAGCCCTCTCRGRGGCGAG 120
Sbict 61  ACCTCCCACCCGTGACTACCTAACACTGTTGCTTCGGCGGGGAGCCCTCTCGEGEGEGAG 120
Querr 121 CCGCCGGGGACTACTGAACTTCATGCCTGAGAGTGATGCAGTCTGAGTCTGAATATAAAL 180
Sbjct 121 CCGCCGGGGACTACTGAACTICATGCCTGAGAGTGATGCAGTCTGAGTCTGAATATAAAA 180
Query 181 TCAGTCAASACTTICAACAATGGATCTCTTGGTTCCGGCATCOATGAAGARCGCAGCGAS 240
Shjer 181 CTTIC TGGATCTCTTGGTTCCGGCATCGATGAAGAACGCAG
Query 241 CTGCGATAAGTAATGTGAATTGCAGAATTCAGTGAATCATCGAGTCTTTGAACGCACATT 300
Shjct 241 CTGCGATAAGTAATGTGAATTGCAGAATICAGTGAATCATCGAGTCTTTGAACGCACATT 300
Query 301 GCGCCCCCTGGCATICCGGGGGGCATGCCTGTCCGAGCGTCATIGCTGCCCATCAAGCEC 360
Sbjct 301 GCGCCCCCTGGCATTCCGGEGGGCATGLCTETCCOAGCCTCATTGCTGCCCATCAAGCCC 360
Query 361 GGCTTGTGTGTTGEGTCGTCR corererGRGRGACGREC0CRAAAGECAGOCECGGCAC 120
Sbict 361 GGCTTGIGTGTTGGGICGTCGTCCCCCCCGEGEEACEEECCCEAAAGGCAGCGECGECAC 420
Query 421 CGTGTCCGETCCTCGAGCGTATGGGGCTTTCTCACCCGCTCRATTTAGGECCGECCGGEC 180
Sbict 421 CGTGTCCGETCCTCGAGCGTATGGGGCTTTGTCACCCGCTCOATTTAGGGCCEGCCEGEC 480
Query 481 GCCAGCCGACGTCCAACCATTTTTCTTCAGGTTGACCTCGGATCAGGTAGGGATACCCGE 540
Sbjet 481 GCCAGCCGACGTCCAACCATTTITICITCAGGTTGACCTCGGATCAGGTAGGGATACCCGE 540
Query 511 TGAACTTAAGCATATCAATAAGCGGAGGE 569

Sbjet 541 TGAACTTAAGCATATCAATAAGCGGA 569

CTTCCGTAGGTGAACCTGCGGAAGGATCATTACTGAGTGCGGGCTGCCTCCGGGCGCCCAACCTCCCACCCGTGACTACCTAACACT
GTTGCTTCGGCGGGGAGCCCTCTCGGGGGCGAGCCGCCGGGGACTACTGAACTTCATGCCTGAGAGTGATGCAGTCTGAGTCTGAAT
ATAAAATCAGTCAAAACTTTCAACAATGGATCTCTTGGTTCCGGCATCGATGAAGAACGCAGCGAACTGCGATAAGTAATGTGAATTG
CAGAATTCAGTGAATCATCGAGTCTTTGAACGCACATTGCGCCCCCTGGCATTCCGGGGGGCATGCCTGTCCGAGCGTCATTGCTGCC
CATCAAGCCCGGCTTGTGTGTTGGGTCGTCGTCCCCCCCGGGGGACGGGCCCGAAAGGCAGCGGCGGCACCGTGTCCGGTCCTCGA
GCGTATGGGGCTTTGTCACCCGCTCGATTTAGGGCCGGCCGGGCGCCAGCCGACGTCCAACCATTTTCTTCAGGTTGACCTCGGAGCA
GGTAGGT P45
>qmjCTTCCGTAGGTGAACCTGCGGAAGGATCATTACTGAGTGCGGGCTGCCTCCGGGCGCCCAACCTCCCACCCGTGACTACCTAAC
ACTGTTGCTTCGGCGGGGAGCCCTCTCGGGGGCGAGCCGCCGGGGACTACTGAACTTCATGCCTGAGAGTGATGCAGTCTGAGTCTG
AATATAAAATCAGTCAAAACTTTCAACAATGGATCTCTTGGTTCCGGCATCGATGAAGAACGCAGCGAACTGCGATAAGTAATGTGAA
TTGCAGAATTCAGTGAATCATCGAGTCTTTGAACGCACATTGCGCCCCCTGGCATTCCGGGGGGCATGCCTGTCCGAGCGTCATTGCT
GCCCATCAAGCCCGGCTTGTGTGTTGGGTCGTCGTCCCCCCCGGGGGACGGGCCCGAAAGGCAGCGGCGGCACCGTGTCCGGTCCT
CGAGCGTATGGGGCTTTGTCACCCGCTCGATTTAGGGCCGGCCGGGCGCCAGCCGACGTCCAACCATTTTTCTTCAGGTTGACCTCGG

ATCAGGTAGGGATACCCGCTGAACTTAAGCATATCAATAAGCGGAGGA

Figure S9: The BLAST results of the endophytic fungus 4. versicolor E-2
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Absolute stereochemistry.

C34 Hip Ny Oy
INDEX NAME NOT YET ASSIGNED

Key Physical Properties:

Molecular Weight

560.64

Boiling Point (Predicted)

Value: 832.3£65.0 °C | Condition: Press: 760
Torr

Density (Predicted)

Value: 1.206+0.06 g/cm3 | Condition: Temp: 20
°C Press: 760 Torr

pKa (Predicted)

Value: 12.73+0 60 | Condition: Most Acidic
Temp: 25 °C

Related Info:
~ 1 References
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Absolute stereochemistry.

C35 Hyy N5 O
Cyclo(L-alanyl-N-methyl-L-phenylalanyl-L-valyl-
N-methyl-L-tyrosyl-2-aminobenzoyl)

Protein Sequence

Sequence Length: 5

Key Physical Properties:

Molecular Weight

62773

Melting Point (Experimental)

Value: 186-189 °C

Boiling Point (Predicted)

Value: 968.7+65.0 °C | Condition: Press: 760
Tomr

Density (Predicted)

Value: 1.176+0.06 g/icm3 | Condition: Temp: 20
“C Press: 760 Torr

pKa (Predicted)

Value: 9.89+0.15 | Condition: Most Acidic Temp:

25°C

Related Info:

~ 3 References

~ 6 Commercial Sources
Spectra

Experimental Properties
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Rotation (-)., Absoclute stereochemistry.
C3s Hyz N5 O7
Cyclo(L-alanyl-N-methyl-L-tyrosyl-L-leucyl-N-
methyl-L-tyrosyl-2-aminobenzoyl)
Protein Sequence
Sequence Length: &

Key Physical Properties:

Molecular Weight

B657.76

Boiling Point (Predicted)

Value: 1012.6+65.0 °C | Condition: Press: 760
Torr

Density (Predicted)

Value: 1.194£0.06 g/cm3 | Condition: Temp: 20
°C Press: 760 Torr

pKa (Predicted)

Value: §.89+0 15 | Condition: Most Acidic Temp:
25°C

Related Info:

~ 2 References

Figure S10: The Scifinder similarity search for the compound 1
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