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Figure S1: The 'H-NMR spectrum of the compound (2) in CDz0D
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Figure S2: The extended *H-NMR spectrum of the compound (2) in CD3OD
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Figure S3: The *C-NMR spectrum of the compound (2) in CDs0D
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Figure S4: HSQC spectrum of the compound (2) in CD3s0OD

© 2021 ACG Publications. All rights reserved

PPM



HMBC (—>) and NOESY (-

Ppm

(=] (=] o =] o (=] o o o (=] o (=] o o o =] (=] o o (=] o =]
- o™ m - ["s] o -~ =] [=}] o - 3] m - [y ] 0 ~ @ L] o - o~ m
— — — — — ~ ~ — - 1 o~ ™~ ™~
| 1 1 1 1 L 1 1 | 1 1 1 1 1 1 | 1 1 1 1 L |
-
- = vd
- <« ]
« © © o
@ = o po
~ - - -
- - - o
] [} ™~ ™~
Al = ™
o~
- .
||||||||| h.ulqu|u||||||||.4|||||||||4|||||||||||||||||||||||||||||.1||||’
l | 1
l | | 1
| | 1 I
| | | I -
||||||||||||||||||||||||| I R R R e =
| | o |
- [ @
I S SO SEPE SYRNIN SR o fi---—2 L w /) bl
e /18 g/ !
b I b I - - 1 “ﬁ_
! 3 | I | 21 - -
M 1 = | % 1 bE |
| RE | © 1 |
1 o | - ] | 1
| 3! | g & ! "
o ©
| %) ] o 1 1
R & & 8 | A T
| o I = w w 1.. 1 1
I L - -] 1 1
I % | % @ 1 1
[ I w / wn 1 |
I I 1 1
IIIIIIIIIIIIIIIIIIIIIIIII I_IIIII"II.IIIIIIIII]IIIIIL.D.:.‘-I] 1 1 - w0
i | ! 2 1 o1 ! |
" | | - 1 11 | "
@ 1 . i 1
| % “ l = “ 11 1 !
| | : | 1
|||||||||||||||||||||||||| F L |_|||_|.|.||’||||||||.|nll ““ b |
| e [ = w1 1 ! -~
1
_ ~ ! o o 1 11 ! !
.......................... A ! !
| 1 | _A“ R | |
! ! ! N hNE R | !
\ 1 1 ~ |

Figure S5: HMBC spectrum of the compound (2) in CDs0D
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Figure S6: The *H-NMR spectrum of the compound (2) in DMSO-ds
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Figure S7: The extended *H-NMR spectrum of the compound (2) in DMSO-ds
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Figure S8: The *C-NMR spectrum of the compound (2) in DMSO-ds
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Figure S9: HSQC spectrum of the compound (2) in DMSO-ds

© 2021 ACG Publications. All rights reserved



"
(=]
1

=}
-

n
-

2
ol
|

0
o
h

]
™

n
o«

(wdd) 1y

=
«
L

]
-
L

=]
w
1

u
wn
|

S
[t
I

"
o
1

2
~
N

n
~
1

Q
o
I

— M

T
4.0
f2 (ppm)

Figure S10: COSY spectrum of the compound (2) in DMSO-ds
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Figure S11: HMBC spectrum of the compound (2) in DMSO-ds
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Figure S12: NOESY spectrum of the compound (2) in DMSO-ds
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Figure S13: HRESIMS spectrum of the compound (2)
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Figure S14: IR spectrum of the compound (2)
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Figure S15: UV-Vis spectrum of the compound (2)
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Figure S16: The Scifinder search for the new compound (2)
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Table S1: NMR data in CD30D for the compound (2) and the reference Cepaflava B

OH

WLO ‘ > N 3. T on
N

. o

O HO o

a 2|

Dysosmaflavanone Cepaflava B
Position oc OH Oc OH
2 108.9 109.4
3 79.8 80.0
4 196.5 199.0
4a 100.8 101.9
5 165.5 164.4
6 97.5 5.99 (1H, d, J=2.5Hz) 97.8 5.95 (1H, brs)
7 168.3 168.3
8 96.7 6.01 (1H, d, J=2.5 Hz) 97.1 6.00 (1H, brs)
8a 160.1 158.8
1 126.6 126.3
2' 131.0 7.43 (1H,d, J=8.5Hz) 117.1 7.11 (1H,s)
3 115.5 6.84 (1H, d, J = 8.5 Hz) 145.8
4 159.5 147.5
5' 115.5 6.84 (1H, d, J = 8.5 Hz) 115.6 6.80 (1H, d, J=7.8 Hz)
6' 131.0 7.43 (1H,d, J =85 Hz) 121.6 7.02 (1H,d,J=7.8 Hz)
3.37 (1H, dg, overlap)
1" 60.3 51.4 3.88 (3H, s)
3.52 (1H,dq, J=7.5, 2.5 Hz)
2" 15.1 1.04 (3H,t,J=7.5Hz) - -
2.25(1H,d, J =15.5 Hz) 2.56 (1H, d, J = 13.5 Hz)
1 41.7 41.3
3.08 (1H, d, J = 15.5 Hz) 2.42 (1H,d, J = 13.5 Hz)
2" 213.9 209.3
3" 318 2.28 (3H, s) 32.3 1.98 (3H, s)
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