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Figure S1. ESIMS spectrum of compound 2
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Figure S2. HRESIMS spectrum of compound 2
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Figure S3.

1H-NMR spectrum (600 MHz) of compound 2 in CDCl3

3401



bp3-2-6-8-10_H-2 jdf
ol o == 0 O —oo~MmAa o - \NOOS'IS Q00 O V) N = = (=3 DX NNT NN D
< SIFMMAq Q== 3 APNIIT AATAATIANE R 00 %R RDE
(o] Lo B B o B o Mo o] NN - —

—— 2:834
— 2675!
— 1921
St A

%
/
N
\
/
§

+_J.A_,_,JL«_.._.J

frr o S et . ey 1 e T e Frr ey e
2.8: 2q 26 +2:5 24 23220 217200 L9 18 17 160 15 Lé 13 12 L1 10 09 08 .07 06 05 04 03 02-01% 0
g g S

ll.06<|] i

X : parts per Million : Proton

Figure S4. Zoomed-in region of Figure S3 from 0.0-2.8 ppm.
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Figure S23.  HRESIMS spectrum of compound 3

25



bp3-2-6-5-1-11-13 SEE §  23333% ESEBREE 8888 £ 2BEECESE RRARELEEC
~ e~ L nunwununnn wvnn < < Mmeeaonmn [ Mo Mo o B o Mo Mo R llie —r———OOOCO
""""" P A S T L T O B T T T R T B e T P R 1 R F i = B L W 02 U e P\ e s e L e A L T
9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0
i T e T s e 6 55
8 & 23 83 = 3 g 88 /&8 &
— - N o - — = — - = WOM m

Figure S24.  'H-NMR spectrum (600 MHz) of compound 3 in CDCls

26



O T DS o wnTao NN no g W enooth 0y Vs -
NS [ Qoo = ~ e — A T S l— R Pr=inO O\ 00 00 I~
O 0 8 = QS A n —_——olo S g - 30 90 %0 %0
e enen o~ NN SRS NNl SR Ne ——— e — Sooco

2016
2.005
MR 2

=
<‘
)
i
<

N

L
S
e,
?

/
L
o

. e \

B T LB B o e o B S L H U L L L L L L L L L L B B B SR B |
37 36 35 34 33 32 31 30 29.28 27 26 25 .24 23 22 21 20 19.18 217 16 L5 1413 1.2 1.1 71.0.09 0.8
== ] C I ]

s 5 & o Ul v 5
= S X a % ]

Figure S25.  Zoomed-in region of Figure S24 from 0.8-3.7 ppm.

27



(thousandths)

S 1bp3-2-6-5-1-11-13_H-2.jdf
"1gk 988 Sisi3Ead
O o "o R R R R )
/
W e
<
(> |
<
<
P
a2 RS
=
=
(]
J( i
<
S

5

5

4

4
__— 4675
V=g

O T
aaS o
PoR-R-
N nenn

w3837

o
=

o

LT LR B (2 L R | [REan pamma )
67 66 65 64 63 62 6.1 60 59

_r:]

=]
&=

X : parts per Million : Proton

3 m ) R e

Figure S26.

.2 FLENRLIR IR B S B ST B ARERE SRR A
58 57 56 55 54 53 52

1.01{]

2

o~

W

i1

2.00 <|:|

SR |

5
)

0
=)

T T LT A LY A AT LA
49 48 47 46 45 44
l;l

Zoomed-in region of Figure S24 from 3.6-6.7 ppm

28

T T

| LY AR B AN |
43 42 41 40 39 38 3.7 36

o]




ol k] bl o o= = o o g = = ] o - -—
= - =2 ~ = > — o S0 P~ =] & = = 1 e
™~ - i o ki B ho > | - b B = =
— =] = SO (BNl -] Ll = -— = =] - -r -
] I} - = oe - - = w T - - e —_—
: B .
A \\." |
| 4
fl n " o itk |, A
L B L B L L B B I B L B L L B L B R L S R

180.0 170.0 160.0 150.0 140.0 1300 1200 110.0 100.0 90.0 80.0 700 60.0 50.0 40.0 30.0 20.0 10.0
X : parts per Million : Carbonl3

Figure S27.  '3C NMR spectrum (150 MHz) of compound 3 in CDCls.
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Expanded HSQC spectrum of compound 3 in CDCls.
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Figure S31. HMBC spectrum of compound 3 in CDCls.
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Expanded HMBC spectrum of compound 3 in CDCls.
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Expanded HMBC spectrum of compound 3 in CDCls.
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Expanded NOESY spectrum of compound 3 in CDCla.
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Analysis Info

Analysis Name CAQTORBP326911.d £/072021 3-28-38 PM
Method tune_low_pos S0-1000_Liao lab.m

Sample Mame BP3-2-6-3-11
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Intens, S, 0.0-2.8min #{1-165)
Ml 523
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Bruker Compass Datatnalysis 4.0 printed: 82021 322838 PM Page 1 of 1

Figure S44.  ESIMS spectrum of compound 4
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

DAQTOFBP326911H.d

8/9/2021 3:32:11 PM

Method tune_low_pos_50-1000_Liac lab.m Operator: YU HSIAOQO-CHING
Sample Name BFP3-2-6-9-11 Instrument: BRUKER micrOTOF-Q
Comment

Intens. | +MS, 1.1-1.4min #(65-81)
%104

j 581.17585

2.5+

2.0

1.5

104 583.17373

0.5 ‘jk

‘5805 5810 'se15 5820 5825 5830 5835  miz

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
58117585 1 C26H35CINaC11  100.00 581.17601 0.16 0.28 1372 85 even ok

Figure S45.

HRESIMS spectrum of compound 4
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Figure S50.

HSQC spectrum of compound 4 in CDCls.
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Figure S51.  Expanded HSQC spectrum of compound 4 in CDCls.
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Expanded HSQC spectrum of compound 4 in CDCls.
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HMBC spectrum of compound 4 in CDCls.
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Expanded HMBC spectrum of compound 4 in CDCls.
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Figure S55.

Expanded HMBC spectrum of compound 4 in CDCls.
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Figure S56.  Expanded HMBC spectrum of compound 4 in CDCls.
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'H-'H COSY spectrum of compound 4 in CDCls.
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Figure S58.

Expanded *H-H COSY spectrum of compound 4 in CDCls.
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Figure S59.  Expanded *H-'H COSY spectrum of compound 4 in CDCls.
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Expanded *H-'H COSY spectrum of compound 4 in CDCls.
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Figure S62.  Expanded NOESY spectrum of compound 4 in CDCls.
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