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1.The *H NMR, 3C NMR, and HRMS spectra for 6a-h and 7a-h
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101016_AG_YL_KHLEE_QK1_pos 161010150059 #1-100 RT: 0.00-1.47 AV: 100 NL: 1.73E6
T: FTMS + p ESI Full ms [150.00-2000.00]
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QK-4 #735-749 RT:6.81-7.12 AV: 22 NL: 3.81E6
T: FTMS + p ESI Full ms [100.00-2000.00]
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KYD2 1705162227004285-316 RT: 454501 AV: 32 NL: 241E6
T: FTMS + p ESI Full ms [100.00-2000.00]
332.13695

100 z=1
90-
80
70
60-]
50
40+
0
. 33314245
2[]_: z=1
1[]—: 33414585
] 331.12686 - 336.55380 337.78087  340.30481 34317427
] z=7 z=1 =7 z=7 =7 7=7
n IIII""I""I""l "'I""I""I""l'I"'I""I""I""l""I"."I""I""_l'T";""I""I'"'|"";""I""I""l""l'"'I"'.'I""l"
332 33 336 333 340 342 344
miz
The high resolution mass spectrum of the target compound 6¢
10-13-2017 = 2= 34000
KYD1 s iz
v 32000
‘. 30000
[ | 128000
| || |‘ ‘ ‘ 26000
[ ] |
| | H I \ | ) I k24000
22000
~20000
18000
16000
14000
12000
10000
8000
FE000
4000
JJ F-2000
. . N T Lo
i z _—T: F-2000
lll 1‘3 1‘2 1‘1 10 9 8 Il !5 2‘ i Ell *‘l

f1 (ppm)

'H NMR spectrum of the target compound 7¢



10-13-2017 38000

KYD1

s
11. 60

99. 07

| 36000

_~180.75
<-180.21

34000
32000
130000
28000
126000
+24000
122000
20000
18000
16000
14000
12000
10000
8000
16000
I||I 4000
I

! ! | 12000

il |
L L]

L

F-2000

T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
fl (ppm)

13C NMR spectrum of the target compound 7¢

KYD1 170516221508 #292-316 RT: 461-499 AV: 25 NL: 1.90E6
T: FTMS + p ESI Full ms [100.00-2000.00]
33213388
z=1

2 8 & 8 8 B
IIII|IIII|IIIIIIIIIIIIIIIIIIIIIIII|IIII|IIII|IIIII

(=

=

333.14236
330.12336 2=

z=1

=

=y
[=]

334.14575 33827105 339.98000 34339944  346.16449
z=1 _ _ _ _
[ z=? z=7 z=7 z=1

=

T L —
330 332 334 336 338 340 32 34 36 348
miz

The high resolution mass spectrum of the target compound 7¢



1228QK15H

8.94
8.93
8.36
8.34
7.72
771
17
6.97
6.95

<
<
fg.
4
X

........ L1900

914
7
_~6.08
~-6.01
3
3
2
2
2
2
2.

2

1800
‘ F1700
j [ H1600

1 \ [ 1500
[ . r | ‘ J 1400
1300
1200
F1100
1000
900
800
700
1600
500
400
300
200

100

1.00-
© o 091

5 r-100
I
o

212

092-]
1.03-J
Bt
1 o088
4261

ES
w
~
-
o
0

13 12 1 10 6
f1 (ppm)

IH NMR spectrum of the target compound 6d

1228QK15C

%4&.19
40.64
}40.43
40.22
40.18
40.02
39.97
30.81
30.76
30,60
39.55
30.33

ri5000

_~182.14
18112
—154.96

14919

L

148 86
146 66
—116.07
—102.48

5,96
48.38

14000

13000

12000

11000

10000

9000

8000

7000

6000

5000

4000

3000

2000

1000

1000

210 200 190 180 170 160 150 140 130 120 110 100 a0 80 70 60 50 40 30 20 10 0 -10
1 (ppm)

13C NMR spectrum of the target compound 6d



QK-15#374-393 RT: 4.18-446 AV:20 NL: 6.28E6
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QK-11 #350-368 RT: 525-592 AV: 15 NL: 5.50E6
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KPD2 170516225038 #112-161 RT: 1.71-246 AV: 50 NL: 1.45E6
T: FTMS + p ESI Full ms [100.00-2000.00]
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101016_AG_YL_KHLEE_QK5_pos #1-100 RT: 0.00-1.47 AV: 100 NL: 3.03E6
T: FTMS + p ESIFull ms [150.00-2000.00]
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The high resolution mass spectrum of the target compound 7g
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QK-13#289-399 RT: 7.36-7.51 AV: 11 NL: 8.43E6
T: FTMS + p ESI Full ms [100.00-2000.00]
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QK-14 #431-448 RT: 4.50-4.75 AV: 18 NL: 4.75E6
T: FTMS + p ESI Full ms [100.00-2000.00]
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2. HPL.C assessment of compound purity.

Target compound 6a-h and 7a-h with a purity of >95% (HPLC analysis) were used
for subsequent experiments. We provided the spectra of HPLC assays as below.
Column: Inertex C18 (150mmx4.6mmx5um);

Mobile phase: Methanol: ammonium acetate buffer (32 mmol/L, pH 5.0) = 75:25 ~
90:10;

Wavelength: 254 nm;

Rate: 1 ml/min;

Temperature: 30 C;

Pressure: 89-122 kgf.
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6b, 97.5%
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7h, 95.4%
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