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The ITS gene sequences for Aspergillus sp. HNMF114
CTTCCCGCTTAGGG-GGTGCCTGCGGAAGGATCAGTACCGAGCGC-
GGGCCCTCTGGGTCCAACCTCCCACCCGTGTCTATTGTACCTTGTTGCTTC
GGCGGGCCCGCCGTCTTCGGACGGCCGCCGGGGAGGCCTCCGLGLLLCCCG
GGCCCGCGCCCGCCGAAGACCACAACATGAACTCTGTTCTGAAGTTTTGC
AGTCTGAGTTGATTATCATAATCAGTTAAAACTTTCAACAACGGATCTCTT
GGTTCCGGCATCGATGAAGAACGCAGCGAAATGCGATAACTAATGTGAAT
TGCAGAATTCAGTGAATCATCGAGTCTTTGAACGCACATTGCGCCCCCTG
GTATTCCGGGGGGCATGCCTGTCCGAGCGTCATTGCTGCCCTCAAGCACG
GCTTGTGTGTTGGGCCCCCGTCCCCGCCTCACCGCGGGGACGGGCCCGAA
AGGCAGCGGCGGCACCGCGTCCGGTCCTCGAGCGTATGGGGCTTTGTCAC
CCGCTCTTGTAGGCCCGGCCGGCGCCTGTCGACACCAACCCCAATTTTTCT
AAGGTTGACCTCGGATCAGGTAGAGATAACCGCTGAACTTAAGCATATCA

AAAGGCGGGAGGAATTA



NMR, HRESIMS, and IR spectra of compound 1
'H-NMR spectrum of 1
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DEPT spectrum of 1
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ROESY spectrum of 1
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NMR, HRESIMS, and IR spectra of compound 2
'H-NMR spectrum of 2
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DEPT spectrum of 2
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'H-'H COSY spectrum of 2

1 &119. 6. ser
Z3L-95 DMSO-D6 COSY
® &
® Ma rt
L]
¢ 2
0 @' 0
[ 8 A o} L3
[ o e
.
[ 4
@' ?
k5
4
] B 0 r6
L7
0 o“oo
oy
s 0 Ls
° 6
[}
=9
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0
HMBC spectrum of 2
feA419. 5. ser Lo
ZSL-95 DMS0-D6 HMBC '
E [} "‘1-..0. 8
= . ' o | . LI ]
__ 7 XK
[ 00
— L o
] ' 1]
— s . )
=3 e L -
100
. . e
- om .
—= LI P
3 N ® we "
- *
- [} e E150
— o L]
— o - L] -
= . - PR )
£200




ROESY spectrum of 2
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NMR, HRESIMS, and IR spectra of compound 3

'H-NMR spectrum of 3
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DEPT spectrum of 3
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'H-'H COSY spectrum of 3
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ROESY spectrum of 3

M

ZSL-84.7. ser

Y

[ |
Z5L-84 DMSO-D6 ROESY '

0
°

/.

F3

F9

HRESIMS spectrum of 3

Intens - 251-84.d: +MS, 0.0-0.1min #2-5
x10 I
5271924
2_
1 4
413.2682 467.1002
0 L T T L T T Illh |l T L| v.' = yl\‘ L# — vL"I‘ |I “I l“ T T ]611;23618 T T |663|Il16|80 T T T T T T T
400 450 500 550 600 650 700 miz

IR spectrum of 3

Hlransmittance

891

344939

87«5
864
85«5
84%

14000 3000

2060

Wavenumbers (cm—1)

14

s
=

1682.66

1060



NMR, HRESIMS, and IR spectra of compound 4

'H-NMR spectrum of 4
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DEPT spectrum of 4
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'H-'H COSY spectrum of 4
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ROESY spectrum of 4
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NMR, HRESIMS, and IR spectra of compound 5
'H-NMR spectrum o
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DEPT spectrum of 5
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'H-'H COSY spectrum of 5
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ROESY spectrum of 5
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NMR, HRESIMS, and IR spectra of compound 6
'H-NMR spectrum of 6
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DEPT spectrum of 6

vl bhilbhnebiasmm s

T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110

HSQC spectrum of 6

b

T
100

T
90

e &H25. 4. sex
ZSL-79 DMSO-DE HSQC

(]
[}
v -
i L]
L] 0g '
Y B
]

80

60 50 40 30

@

00

AN V) T

=70

100

F110

120

=130

F140

24



'H-'H COSY spectrum of 6
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ROESY spectrum of 6
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NMR, HRESIMS, and IR spectra of compound 7
'H-NMR spectrum of 7
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DEPT spectrum of 7
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'H-'H COSY spectrum of 7
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ROESY spectrum of 7
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'H NMR spectra for (R)- and (S)-MTPA esters of compound 2

Compound 2
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Figure S1. Ad (= ds — dr) values for (S)- and (R)-MTPA esters of 2.
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Theory and Calculation Details.

The geometry determined from the X-ray analysis of 1 was used as the input for the
structural optimization by the density functional theory method at the B3PW91/TZVP
level in Gaussian 03 programpackage.5!"S? The ECD of the lowest energy conformers
were then calculated by the TDDFT method at the B3LYP/6-31levels with the CPCM

model in methanol solution. 53
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B3PWO91/TZVP optimized lowest energy 3D conformer of 1
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