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Purity analysis of compound 1 and 2

The purity of compound 1 and 2 was evaluated via HPLC-MS analysis. Separation
of the products on HPLC was accomplished by an Agilent SB-Aq C18 column (250
mmx4.6 mm, 5 pm) with a flow rate of 1.0 mL/min. The mobile phase consisted of A
(0.1% formic acid in H,O) and B (0.1% formic acid in acetonitrile). The gradient
elution procedure was operated as below: 0-30 min 20% B, 30-35 min 20%-95% B,
35-40 min 95% and 40-50 min 95%-20%B. The column temperature was set to 30 °C.
The injection volume was 10 pL for either qualification or quantification experiments.
Relative quantification was performed on a triple quadrupole mass spectrometer
(Shimadzu LC-MS 8040, Japan) and the settings are identical to what described in the
main text.

The purity of both compound 1 and 2 was greater than 95%, calculated by area

normalization (Fig. S1 and S2).
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Fig. 1S. HPLC-MS chromatogram of compound 1.
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Fig. 2S. HPLC-MS chromatogram of compound 2.



NMR analysis of compound 1 and 2
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Fig. 3S. 'H-NMR spectrum of compound 1 (500 MHz, Pyridine-d5).
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Fig. 4S. BC-NMR spectrum of compound 1 (125 MHz, Pyridine-ds).
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Fig. 5S. HSQC spectrum of compound 1.

|
| | I
_Jl ;']JL LU wi K.

£ (pmd
4.5

85 @0 A5 &0 (] T0 &5 &0 658 &0 40 35 30 26 20 L& L 05 00 -5
N | I | I N L 3 1 N L | ' 1 i I i s L L

-3

T
2

£ 8 3 5 &8 5 & &

148 rd B34 {108, M.!Q’%ld.l{.
\ ; sr’ S

Na.80, 18 823 B 17 2 M. 4L 18 =

a . hg Ji.38, . oot

[3 m, 3n. aa) 1 48, 3. B8
20 v ‘ﬁi'
' o . LB q":n‘m:n.ul

|
lF
—T
$ {37, 38 30} I; 3l E
% “ SRR AR L
= feanfs "
e ses e Nynas
= ﬁm. : > BN e

{2 77,87 08}
188 &0.4d L
m ~ PR i R AP Chyires- g a0, 00, 10
1 P - gt L %
e.T\lll;"h":).]:;::#-\l&-lh‘anuw} Sl i \.L_::.e-i::
s e 1. Mgt Lt
Papars o Sgeeett X e g
— Lk o, T, o LA s.u.-.u!.w.e:f \.Lﬁ. LT
0 4
100 1438 180 6l 0y o g
-
1o 4. 20008 T 20, 100 26y o e g

124 ER R LRI} Fon i & s "
B
1 I{ N 2akam
e 17 85, 12 .1 m s
1 Bk iy |
M 1% 1dm 6d)
140 PR gh e hY

- % X %1 B8 138 dak
[ 70, W8, -..J;lan\

150 i} 4
{8 7L s el iz =2, wa. ir. BB Sdm pe}

Fig. 6S. HMBC spectrum of compound 1.
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Fig. 7S. 3C-NMR spectrum of compound 2 (125 MHz, Pyridine-ds).
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